
mol ligand PLIF_raw FP:PLIF
PLIF_ligid
x

CDK2

P(=O)(OP(=
O)(OCC1C(O
)C(O)C(n2c
3ncnc(N)c3
nc2)O1)[O-
])(OP(=O)(
[O-])[O-
])[O-]

[[2 7 10 22 26 36 3 3 3 3 4 4 8 10 11 39 2 4 7 10 10 11 30 43 34 33 31 18 19 29 15 17 28 42 22 30 43 15 18 19 14 16 17 14 15 16 18 11 12 3 9 11 12 15 16
1 8 5 10 1 3 4 8 2 11 12 3 1 4 11 2 15 13 14 19 17 18 28 30 31 33 37 34 35 36 38 39 40 41 42 43 9 10 11 32 33 13 2 3 1 12 36 37 38 35 35 36 37 39 40 41
34 42 22 23 26 27 24 29 20 21 4 1 1 2 4 5 6 7 8 3 6 7 26 27 21 23 24 25 20 5 33 34 35 36 37 38 39 40 43 41 31 32 33 38 2 10 1 3 7 9 32 1 2 3 4 5 6 7 8 9
10] [4801 4801 4801 1370 2108 1276 203 208 216 222 216 2085 2085 529 203 1306 4801 2085 4801 529 4801 529 274 274 274 274 274 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [10401 10401 10401 86 131 81 13 14 14 15 14
129 129 33 13 83 10401 129 10401 33 10401 33 18 18 18 18 18 10 10 10 10 10 10 10 10 10 10 11 11 11 11 11 11 12 12 12 12 12 12 13 13 13 13 13 13 13 13 13
13 14 14 14 14 14 14 14 15 15 15 15 15 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 33 33 64 64 64 64 83 83 83 83
83 83 83 83 86 86 86 86 86 86 86 86 127 127 129 129 129 129 129 129 129 129 131 131 131 131 131 131 131 131 131 131 134 134 134 134 134 134 134 134 134
134 144 144 144 144 145 145 145 145 145 145 145 10401 10401 10401 10401 10401 10401 10401 10401 10401 10401] [9 9 9 1 3 3 4 4 2 4 2 2 2 2 4 4 7 7 7 7 7 7
10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8]
[6.492121094 4.888968771 4.854143658 1.9 1.4 3.6 0.8 5 1.5 2 1.6 14.4 1.5 13.4 0.8 1.9 18.51649545 4.709717587 16.50866409 5.097357419 19.98770877
2.73571648 1.5 1.5 1.5 1.5 1.5 4.13931012 4.13931012 4.13931012 4.13931012 4.13931012 4.13931012 4.13931012 4.13931012 4.13931012 4.13931012 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008
2.87351008 2.87351008 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
12.34933892 12.34933892 12.34933892 12.34933892 12.34933892 12.34933892 12.34933892 12.34933892 12.34933892 12.34933892 1.65915362 1.65915362 1.65915362
1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 14.77805184 14.77805184 14.77805184
14.77805184 14.77805184 14.77805184 14.77805184 14.77805184 4.105014401 4.105014401 5.764168021 5.764168021 5.764168021 5.764168021 5.764168021
5.764168021 5.764168021 5.764168021 18.11350694 18.11350694 18.11350694 18.11350694 18.11350694 18.11350694 18.11350694 18.11350694 18.11350694
18.11350694 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 11.90454176 11.90454176 11.90454176 11.90454176 11.90454176 11.90454176 11.90454176 4.75712526 4.75712526 4.75712526 4.75712526
4.75712526 4.75712526 4.75712526 4.75712526 4.75712526 4.75712526]]

1 2 3 4
5 6 7 8
9 10 11
12 13
14 15
16 17
18 19
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24 25
26 27
28

[[3 11] [3
4] [3 4] 3
3 3 3 [30
43 34 33
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34 33 31]
10 10 [10
11] 10 36
36 39 39
22 22 [4
8] [4 8] 4
4 26 [2 7
10] [2 7
10] [2 7
10] [2 7
10]]

CDK2
Clc1c(-
c2nc(N)ncc
2)cc(Cl)s1

[[17 10 15 4 12 3 11 1 2 8 9 13 14 1 1 1 2 5 10 13 15 16 17 18 19 11 14 9 6 8 9 10 16 17 19 18 3 4 19 17 18 10 16 13 14 15 18 11 16 17 12 5 6 7 7 5 6 7 9
10 11 13 14 15 16 17 18 7 19 10 17 7] [1275 529 1305 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 33 83 10 10 10 10 10 10 10 10 10 10 11 12 13 13 13 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 33 33
64 64 64 64 64 83 83 83 83 83 83 83 83 131 131 131 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 145] [3 2 4 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [4 6.2 0.9 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 5.747020161 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 11.1178346 11.1178346 11.1178346 11.1178346
11.1178346 11.1178346 11.1178346 11.1178346 11.1178346 11.1178346 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 9.458680981 9.458680981 9.458680981 3.631681108 3.631681108 3.631681108
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724
5.747020161]]

10 11
14 15
16

[10 10 17
17 15]

Table S1 The PLIF_raw, FP:PLIF and PLIF_ligidx result of the 66 CDK2 inhibitors with their ligands were calculated by MOE2016 software



CDK2

Nc1nc(-
c2c(C)[n+H
]c(C)s2)cc
n1

[[23 16 21 2 6 18 17 20 5 14 15 19 21 2 1 3 4 1 2 3 4 2 3 5 6 1 14 15 7 9 16 15 16 19 21 22 23 24 25 17 20 12 25 10 11 6 7 9 14 15 16 25 23 24 16 22 19
20 21 22 23 24 16 17 18 11 13 7 8 9 10 4 11 10 13 7 8 9 12 13 10 12 15 16 17 19 21 22 23 10 11 12 13 25 23 16 11 12 8 10] [1274 529 1304 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0] [81 33 83 10 10 10 10 10 10 10 10 10 10 12 12 12 12 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33
33 33 33 33 33 33 33 33 33 64 64 64 64 64 83 83 83 83 83 83 83 83 83 131 131 131 131 131 131 131 132 132 132 132 132 132 132 134 134 134 134 134 134 134
134 134 134 144 144 144 144 144 144 144 145 145 145 145] [3 2 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [3.9 1.4 2 7.423321641 7.423321641 7.423321641
7.423321641 7.423321641 7.423321641 7.423321641 7.423321641 7.423321641 7.423321641 3.711660821 3.711660821 3.711660821 3.711660821 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464
12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 9.458680981 9.458680981 9.458680981 9.458680981 9.458680981 9.458680981
9.458680981 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 2.87351008 2.87351008
2.87351008 2.87351008]]

10 14
15 16
17

[16 23 23
21 21]

CDK2

Oc1ccc(Nc2
nc(-
c3c(C)nc(N
C)s3)ccn2)
cc1

[[22 24 21 26 31 33 35 29 27 11 29 30 27 28 35 36 37 26 15 11 12 8 10 13 7 9 15 10 12 11 13 6 7 8 12 9 10 11 15 3 5 3 16 17 18 21 22 23 19 20 1 2 3 4 18
23 22 1 3 17 20 21 22 23 24 25 17 19 26 31 25 32 31 24 26 33 34 24 25 26 31 32 33 34 35 27 29 26 27 29 31 33 34 35 36 30 32 36 37 33 34 35 29 13 11 7 8
10 15 12 6 7 8 15 9 13 20 21 24 25 16 19 4 14 17 18 4 1 2 5 18 6 14 17 3 16 2 4 1 6 3 5 7 9] [1275 1310 1305 175 175 175 175 175 175 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 83 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10
10 11 11 11 11 11 11 11 11 12 12 12 12 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 64 64 64 64 64 64 64 83 83 83 83 83 83 83 83 83
83 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 131 131 131 131 131 131 131 132 132 132 132 132 132
134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145] [3 3 4 10 10 10 10 10 10 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [0.8 1.9 5 0.9 0.9 0.9 0.9 0.9 0.9 17.72015336
17.72015336 17.72015336 17.72015336 17.72015336 17.72015336 17.72015336 17.72015336 17.72015336 17.72015336 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 8.637678101 8.637678101 8.637678101
8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 7.816675221 7.816675221
7.816675221 7.816675221 7.816675221 7.816675221 17.2753562 17.2753562 17.2753562 17.2753562 17.2753562 17.2753562 17.2753562 3.474994174 3.474994174
3.474994174 3.474994174 3.474994174 3.474994174 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361]]

29 14
30 31
16 17

[[26 31 33
35 29 27]
22 24 24
21 21]

CDK2
Nc1nc(C=2C
(C)N=C(N)[
S+]=2)ccn1

[[18 22 20 24 22 15 21 23 14 20 4 12 13 14 15 1 2 3 5 14 15 16 17 18 19 20 21 10 22 11 17 7 8 10 16 18 19 6 9 18 19 20 21 22 23 15 16 24 1 3 1 2 3 4 12 5
7 13 14 15 16 17 18 19 20 21 7 8 11 5 4 6 9 10 13 12 5 7 8 9 11 6 10 1 2 4] [1276 1311 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 83 10 10 10 10 10 10 10 18 18 18 18 18 18
18 18 18 31 31 31 31 31 31 31 31 31 31 64 64 64 64 64 64 64 64 64 64 83 83 83 83 83 83 83 83 83 131 131 132 132 132 132 132 132 134 134 134 134 134 134
134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.6 4 3.7 3.474994174 3.474994174
3.474994174 3.474994174 3.474994174 3.474994174 3.474994174 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 12.3150432 12.3150432 12.3150432 12.3150432 12.3150432 12.3150432 12.3150432
12.3150432 12.3150432 5.747020161 5.747020161 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 14.77805184 14.77805184 14.77805184 14.77805184 14.77805184 14.77805184 14.77805184 14.77805184 14.77805184
14.77805184]]

14 15
30 31
16 17

[18 18 22
22 20 20]



CDK2

N(C)(C)c1c
cc(Nc2nc(-
c3c(C)[n+H
]c(C)s3)cc
n2)cc1

[[1 11 23 3 11 11 9 14 13 11 10 9 14 13 11 10 43 28 29 41 26 27 30 35 40 23 20 22 19 22 9 10 11 18 15 16 5 6 7 2 1 3 4 5 6 7 8 16 23 1 2 7 8 6 15 16 17 1
2 3 4 23 24 5 7 34 25 24 34 33 31 32 37 24 31 32 33 34 25 28 30 35 36 30 31 28 32 33 35 39 29 25 26 39 42 35 36 38 40 43 30 37 41 21 13 14 19 22 21 13 14
19 12 20 3 4 5 6 7 1 2 8 9 23 17 8 9 10 15 16 11 12 13 6 17 15 16 12 10 11 18 20 13 19] [1276 2331 1311 1306 2330 2331 274 274 274 274 274 278 278 278
278 278 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 145 83 83 145 145 18 18 18 18 18 18 18
18 18 18 10 10 10 10 10 10 10 10 10 10 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 64 64 64 64 64 64 64 64 83 83 83 83 83 83 83
83 83 83 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 89 89 89 89 131 131 131 131 131 132 132 132 132
132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 1 3 4 7 7 10 10 10 10
10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.3 4.3 3.8 5 1.489671059
5.137212639 0.7 0.7 0.7 0.7 0.7 0.9 0.9 0.9 0.9 0.9 26.3406836 26.3406836 26.3406836 26.3406836 26.3406836 26.3406836 26.3406836 26.3406836 26.3406836
26.3406836 1.65915362 1.65915362 1.65915362 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 7.389025921 7.389025921 7.389025921 7.389025921 7.389025921 7.389025921 7.389025921
7.389025921 7.389025921 7.389025921 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 14.40184612 14.40184612 14.40184612 14.40184612 14.40184612
14.40184612 14.40184612 14.40184612 14.40184612 14.40184612 13.13604608 13.13604608 13.13604608 13.13604608 13.13604608 13.13604608 13.13604608
13.13604608 13.13604608 13.13604608 12.34933892 12.34933892 12.34933892 12.34933892 12.34933892 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 16.43720546 16.43720546 16.43720546
16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546]]

32 8 14
30 31
16 17
33 34
35 36

[[43 28 29
41 26 27
30 35 40
23] [9 14
13 11 10 9
14 13 11
10] 1 23
23 3 3 11
11 [11 11]
11]

CDK2

OCC(Nc1nc(
NCc2c(O)cc
cc2)c2ncn(
C(C)C)c2n1
)CC

[[16 21 20 6 7 9 4 5 3 6 7 45 46 47 1 2 45 46 47 48 42 43 45 46 47 48 44 45 47 48 42 47 45 43 32 33 42 44 46 48 31 22 33 26 19 20 21 23 24 25 31 27 30 29
21 22 25 26 24 28 21 22 20 17 19 24 10 11 16 8 17 19 20 21 22 16 18 23 24 11 11 14 17 10 8 9 12 13 13 14 15 1 2 16 37 39 1 2 3 4 5 6 12 15 7 8 41 52 53
38 39 40 49 52 53 41 49 50 14 16 17 18 19 53 52 20 21 22 28 29 30 27 51 52 53 49 25 28 29 27 30 49 50 51 52 32 34] [1313 1278 1308 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 8 8 8 10 10 10 10 10 10 10 10
10 10 11 11 11 11 11 11 12 12 12 12 13 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 64 64 64 64 64 64 64 64 64 82 82 82 82 82
82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 86 86 86 86 86 86 86 86 89 89 89 89 89 89 89 89 89 89 131 131 131 131 131 131 131
132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 4 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [2.8 1.5 4.1 16.83055904
16.83055904 16.83055904 20.74655429 20.74655429 20.74655429 20.74655429 20.74655429 20.74655429 20.74655429 20.74655429 20.74655429 20.74655429
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.89065794 2.89065794 2.89065794 2.89065794 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.87351008 2.87351008
2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464
12.72554464 12.72554464 12.72554464 7.406173781 7.406173781 7.406173781 7.406173781 7.406173781 7.406173781 7.406173781 7.406173781 9.510124561
9.510124561 9.510124561 9.510124561 9.510124561 9.510124561 9.510124561 9.510124561 9.510124561 9.510124561 7.799527361 7.799527361 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 3.474994174 3.474994174 3.474994174 3.474994174 3.474994174 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 16.00955616 16.00955616 16.00955616 16.00955616 16.00955616 16.00955616 16.00955616 16.00955616 16.00955616
16.00955616]]

32 14
15 30
31 16
17

[[4 5 3 6
7 45 46 47
1 2] 21 21
16 16 20
20]



CDK2

FC(F)(F)c1
nc(NC(C)(C
)C)c2c(n1)
CC=C(c1cc(
N)ccc1)C2

[[11 1 10 8 6 4 3 20 25 26 27 28 21 24 8 9 10 14 22 6 7 15 16 39 42 40 43 36 38 39 42 37 40 43 31 41 39 20 25 26 27 47 44 18 17 21 18 25 26 44 46 47 17
19 20 47 44 37 36 38 39 45 31 32 33 46 18 19 15 16 17 9 16 9 8 4 6 7 10 16 1 3 4 6 8 10 2 5 7 1 2 3 11 13 4 5 10 12 23 13 11 12 3 5 4 1 2 34 41 23 29 30
32 40 43 34 32 35 33 41 31 40 43 19 20 23 14 15 16 17 21 22 34 32 33 34 45 35 26 27 44 46 45 35 32 33 36 37 38 31 34 43] [1359 1333 1333 1333 1333 1333
1333 2156 2156 2156 2156 2156 2156 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0] [86 85 85 85 85 85 85 134 134 134 134 134 134 10 10 10 10 10 10 10 10 10 10 12 12 12 12 13 13 13 13 13 13 13 13 13 18 18 18 18 18 18 18 18 18 18
31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 33 33 81 83 83 83 83 83 83 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86
86 86 89 89 89 89 89 89 89 89 131 131 131 131 131 131 131 131 132 132 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144
144 144 144 144 145 145 145 145 145 145 145 145 145 145] [1 10 10 10 10 10 10 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1 0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 17.41109919 17.41109919 17.41109919
17.41109919 17.41109919 17.41109919 17.41109919 17.41109919 17.41109919 17.41109919 7.799527361 7.799527361 7.799527361 7.799527361 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 4.926017281 11.08353888 11.08353888 11.08353888 11.08353888
11.08353888 11.08353888 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 3.026400923 3.026400923 3.026400923
3.026400923 3.026400923 3.026400923 3.026400923 3.026400923 3.026400923 3.026400923 9.886330281 9.886330281 9.886330281 9.886330281 9.886330281
9.886330281 9.886330281 9.886330281 9.886330281 9.886330281 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 10.67303744 10.67303744 10.67303744 10.67303744 10.67303744
10.67303744 10.67303744 10.67303744 10.67303744 10.67303744]]

37 18
38

[[1 10 8 6
4 3] 11
[20 25 26
27 28 21]]

CDK2

O(C)c1cc(-
c2nc(N)nc(
N)n2)c(O)c
c1

[[22 1 21 20 7 6 2 3 4 5 2 1 6 21 7 8 20 19 8 16 17 18 26 6 7 9 14 8 9 10 12 13 14 15 16 11 18 13 15 27 12 14 9 16 13 10 11 9 12 23 20 21 22 24 9 10 11
12 13 23 8 20 22 7 22 23 24 21 21 22 23 24 1 1 21 24 2 5 22 3 4 6 7 4 10 11 7 8 9 12 18 20 6 13 28 14 15 16 17 25 27 12 26] [1310 175 175 175 175 175 175
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 64
64 64 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 131 134 134 134
134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144] [3 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [3.2 0.9 0.9 0.9 0.9 0.9 0.9
12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 4.105014401 4.105014401 4.105014401 4.105014401 4.105014401 4.105014401 4.105014401
4.105014401 4.105014401 4.105014401 4.926017281 4.926017281 4.926017281 4.926017281 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
13.56369538 13.56369538 13.56369538 13.56369538 13.56369538 13.56369538 13.56369538 13.56369538 13.56369538 13.56369538 4.926017281 5.134147794
5.134147794 5.134147794 5.134147794 5.134147794 5.134147794 5.134147794 5.134147794 5.134147794 5.134147794 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362]]

29 30
31

[[1 21 20
7 6 2] 22
22]

CDK2

O(C)c1cc2C
(=Cc3[nH]c
nc3)C(=O)N
c2cc1

[[14 13 16 29 27 21 19 17 6 7 1 3 5 8 9 10 11 28 26 27 28 21 29 9 10 11 16 17 15 11 12 13 14 16 17 18 29 19 2 12 13 14 15 1 11 3 4 5 2 4 3 1 5 1 3 4 5 6
3 5 6 7 4 1 8 9 10 25 10 23 26 28 25 23 24 26 28 22 11 12 29 9 13 14 15 16 17 27 25 17 19 20 21 22 23 27 16 18 20 19 22 23 24 25 21 26] [1276 1306 274
274 274 274 274 274 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 18 18 18 18 18 18 10 10 10 10 10 10 10 10 10 10 18 18 18 18 18 18 18 18 18 18 31 31
31 31 31 31 31 31 31 31 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 85 85 85 85 85 86 86 86 86 86 86 86 86 86 131 131 131 131 131 132 132 132 132 132
132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145] [3 4 10 10 10 10 10 10 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8] [4.3 4 0.6 0.6 0.6 0.6 0.6 0.6 6.932840488 6.932840488 6.932840488 6.932840488 6.932840488 6.932840488 6.932840488
6.932840488 6.932840488 6.932840488 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.694512961 3.694512961 3.694512961
3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 4.105014401 4.105014401 4.105014401 4.105014401 4.105014401
3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101
8.637678101 8.637678101 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888
11.08353888 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 6.585170901 6.585170901 6.585170901 6.585170901 6.585170901
6.585170901 6.585170901 6.585170901]]

8 14 15
16 17

[[16 29 27
21 19 17]
14 14 13
13]



CDK2

Oc1c(-
c2nc(N)ncn
2)cc(C#N)c
c1

[[4 11 20 1 19 2 3 4 5 17 18 6 12 8 9 10 11 13 14 22 23 15 7 21 10 9 11 12 8 13 6 12 13 22 23 2 11 14 4 5 4 6 5 18 4 5 6 3 18 3 5 20 1 18 19 3 20 13 14 2
8 9 11 12 15 17 22 7 8 9 10 21 11 15 16 7 21 10] [1310 1275 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 10 10 10 10 10 10 10 10 10 10 31 31 31 31 31 31 31 31 31 31 33 33 64 64 64 64 64 64 83
83 83 83 83 83 83 83 83 83 84 84 84 84 85 85 85 85 85 86 86 86 86 86 86 89 89 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 145
145 145] [3 3 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8] [3.9 0.8 11.56263176 11.56263176 11.56263176 11.56263176 11.56263176 11.56263176 11.56263176 11.56263176 11.56263176 11.56263176 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 1.64200576
1.64200576 1.64200576 1.64200576 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925
12.7426925 1.65915362 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.815840554 1.815840554 1.815840554]]

14 30
31

[11 4 4]

CDK2

O=[N+]([O-
])c1cc(C(=
O)N)c(NCc2
cnccc2)cc1

[[10 13 16 24 23 23 24 25 31 32 26 27 1 2 3 14 6 7 8 12 13 15 16 5 18 18 17 19 13 14 15 12 14 12 13 16 11 15 27 25 26 11 12 13 14 16 8 9 10 15 22 11 22
27 26 20 25 28 23 29 31 20 21 22 26 27 28 29 30 31 20 21 22 30 29 1 2 10 28 10 11 20 21 22 6 8 9 12 13] [1310 1275 1305 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 8 8
10 10 10 10 10 10 10 10 10 10 31 31 31 31 31 31 31 31 31 31 33 33 33 64 64 64 64 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84
84 84 84 84 84 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.2 4.1 4.2
6.978524481 6.978524481 19.53219783 19.53219783 19.53219783 19.53219783 19.53219783 19.53219783 19.53219783 19.53219783 19.53219783 19.53219783
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.4801565 2.4801565 2.4801565 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978
17.66870978 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

14 15
30 16
17

[13 13 10
16 16]

CDK2

Clc1cc(-
c2nc(N)nc(
N)n2)c(O)c
c1

[[7 24 24 22 4 5 2 21 7 9 20 1 3 6 18 1 10 16 17 24 11 13 15 19 10 11 12 13 14 15 16 22 23 17 12 11 13 14 10 15 12 14 11 13 10 24 8 14 15 22 23 3 13 16 7
9 7 8 9 21 7 8 9 2 21 2 9 4 5 6 20 1 19 21 4 6 22 23 15 16 19 3 10 11 13 14 10 11 12 24 13 17 24] [1311 2331 2332 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 145
145 83 10 10 10 10 10 10 10 10 10 10 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 64 64 64 64 64 64 80 80 80 80 80 80 83 83 83 83 83 83 83
83 83 83 84 84 84 84 85 85 85 85 85 86 86 86 86 86 86 86 86 86 131 131 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 145] [3 1 1 4 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8] [3.7 0.6 1.4 0.6 5.370814441 5.370814441 5.370814441 5.370814441 5.370814441 5.370814441 5.370814441 5.370814441 5.370814441
5.370814441 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801
8.210028801 8.210028801 8.210028801 1.64200576 1.64200576 1.64200576 1.64200576 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 13.99134468
13.99134468 13.99134468 13.99134468 13.99134468 13.99134468 13.99134468 13.99134468 13.99134468 5.747020161 5.747020161 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 4.926017281]]

30 31
16 33

[7 7 22
[24 24]]



CDK2

ClC1=CC(=C
2N=C(Nc3cc
ccc3)N=C(N
)N2)C(=O)C
=C1

[[1 5 34 34 33 1 20 3 21 4 19 22 31 29 27 25 23 8 9 22 23 24 21 31 32 3 4 22 23 24 25 26 27 28 29 31 8 25 26 27 28 29 30 25 26 27 28 26 25 24 18 23 4 22
27 10 16 10 11 12 13 14 15 16 17 33 2 12 14 11 13 10 15 2 7 13 14 15 33 1 16 19 5 2 5 6 7 20 5 6 7 20 3 3 5 6 20 8 9 21 31 32 1 32 9 3 6 8 22 31 21 5 20
29 30 32 31 27 28 22 25 1 2 33 15 16 19 10 11 12 13 10 11 12 34 13 34] [1310 1310 2329 2330 1305 175 175 175 175 175 175 181 181 181 181 181 181 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 83 145 145 83 10 10 10 10 10 10 11 11 11 11 11 11 10 10 10 10 10 10 10
10 10 10 11 11 11 11 11 11 11 11 11 11 12 12 12 12 12 12 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 64 64 64 64 64 64 83 83
83 83 83 83 83 83 83 83 84 84 84 84 84 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 89 89 89 89 131 131 131 131 131 131 131 131 134 134
134 134 134 134 134 134 134 134 144 144 144 144 144 145] [3 3 1 1 4 10 10 10 10 10 10 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [2.2 3.6 0.4 1.1 7.1 0.8 0.8 0.8 0.8 0.8 0.8 0.8 0.8 0.8 0.8 0.8 0.8 8.244324521 8.244324521 8.244324521 8.244324521
8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 6.585170901 6.585170901 6.585170901 6.585170901 6.585170901 6.585170901 1.65915362 1.65915362 1.65915362 1.65915362
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 8.210028801
8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 1.64200576 1.64200576 1.64200576 1.64200576
1.64200576 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 11.51118818 11.51118818 11.51118818 11.51118818 11.51118818 11.51118818
11.51118818 11.51118818 11.51118818 11.51118818 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281
4.926017281 4.926017281 16.45435332 16.45435332 16.45435332 16.45435332 16.45435332 16.45435332 16.45435332 16.45435332 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
4.105014401]]

29 39
30 31
16 17
33

[[1 20 3
21 4 19]
[22 31 29
27 25 23]
[1 5] [1
5] 33 33
34]

CDK2
Oc1c(-
c2nc(N)nc(
N)n2)cccc1

[[10 23 7 8 9 2 3 4 12 1 6 5 22 1 9 6 13 19 20 21 2 14 13 14 15 16 17 18 19 21 23 24 18 15 16 17 14 19 18 16 15 17 19 20 16 23 24 14 15 11 5 4 10 12 11
14 16 23 24 5 13 15 10 4 10 11 12 4 10 11 12 3 4 3 12 1 2 4 6 7 8 9 9 24 5 6 13 14 15 23 16 17 19 17 18 19 20 15 21 20] [1311 1306 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0] [83 83 10 10 10 10 10 10 10 10 10 10 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 64 64 64 64 64 64 80 80 80 80 80 80
82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 85 85 85 85 85 86 86 86 86 86 86 86 86 86 131 134 134 134 134 134 134 134 134 134
134 144 144 144 144 144 144 145] [3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [3.7 0.7 4.13931012 4.13931012 4.13931012 4.13931012 4.13931012
4.13931012 4.13931012 4.13931012 4.13931012 4.13931012 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801
8.210028801 8.210028801 3.30115938 3.30115938 3.30115938 3.30115938 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 10.6901853 10.6901853
10.6901853 10.6901853 10.6901853 10.6901853 10.6901853 10.6901853 10.6901853 5.747020161 5.134147794 5.134147794 5.134147794 5.134147794 5.134147794
5.134147794 5.134147794 5.134147794 5.134147794 5.134147794 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 4.926017281]]

30 31
16

[10 10 23]

CDK2

O=C(c1cccc
c1)C1C(N)=
NC(=[N+H]C
C=C)S1

[[9 17 12 6 7 8 9 11 16 4 1 5 2 27 26 28 29 28 29 21 30 31 14 16 20 22 24 11 12 13 14 16 17 18 19 20 32 29 31 28 30 27 18 17 19 32 13 14 15 20 9 10 11 12
13 17 19 14 15 18 10 4 5 9 1 3 1 3 4 5 2 1 2 3 5 4 25 23 24 25 22 23 24 26 27 2 15 23 11 12 13 14 16 17 18 15 20 21 22 23 32 18 14 30 20 21 30 31 32 28
29 22 24 25] [1311 1276 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 10 10 10 10 10 10 10 10 10 10 13 13 13 13 18
18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 64 64 64 64 64 64 64 64 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 85 85 85
85 85 86 86 86 86 86 131 131 131 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 145 145 145 145 145
145 145 145 145 145] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [6.7 4.8 2.4 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 1.65915362 1.65915362 1.65915362 1.65915362 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888
5.747020161 5.747020161 5.747020161 5.747020161 5.747020161 5.747020161 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 8.637678101
8.637678101 8.637678101 8.637678101 8.637678101 7.799527361 7.799527361 7.799527361 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108
3.631681108 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 6.738061743 6.738061743 6.738061743 6.738061743 6.738061743 6.738061743
6.738061743 6.738061743 6.738061743 6.738061743]]

14 15
30 31
16 17

[17 17 9 9
12 12]



CDK2

O=C(NN)c1n
[nH]c2c1CC
(C(CC)(C)C
)CC2

[[2 8 10 1 13 24 7 12 8 9 10 11 6 22 36 36 39 37 40 28 33 24 35 40 33 36 18 22 4 5 14 15 1 2 3 4 5 6 14 18 24 18 40 37 38 39 17 19 32 25 28 15 3 14 16 2
4 17 18 19 38 1 2 3 6 8 9 4 5 7 10 9 11 8 10 12 8 9 10 11 7 12 13 26 27 28 31 29 30 34 27 31 26 28 29 30 21 32 21 30 1 2 3 4 5 6 14 16 31 30 29 32 16 17
19 21 20 26 30 32 19 29 31 37 38 39 26 28] [1276 1311 1330 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0] [81 83 84 83 10 10 10 10 10 10 10 10 10 10 12 13 13 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33
33 33 80 80 80 80 80 80 80 80 80 80 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 85 85 85 85 85 85 85 131 131 131 131 131 131 131 132 132 132 132 132 132
132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 3 4 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [6.2 0.9 1 4 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481
6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 4.105014401 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 7.799527361 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 6.157521601 6.157521601 6.157521601 6.157521601
6.157521601 6.658082031 6.658082031 6.658082031 6.658082031 6.658082031 6.658082031 6.658082031 9.031031682 9.031031682 9.031031682 9.031031682
9.031031682 9.031031682 9.031031682 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 6.636614481
6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961
3.694512961 3.694512961 3.694512961]]

14 15
30 16
17 40

[2 2 8 1 1
10]

CDK2

S(=O)(=O)(
N)c1ccc(CN
C(=O)c2n[n
H]c3c2CC(C
(CC)(C)C)C
C3)cc1

[[2 4 6 1 55 27 53 25 26 30 28 29 31 32 4 40 48 22 38 40 41 20 39 53 16 10 11 1 2 3 9 10 11 12 13 16 20 39 40 16 38 41 23 42 43 45 2 3 1 5 9 11 4 25 26
27 1 2 3 4 5 11 9 10 24 26 5 26 4 25 28 29 36 37 33 34 34 35 36 37 33 55 56 28 29 31 8 33 34 35 55 56 6 54 36 37 8 55 6 54 56 7 49 50 51 52 51 52 49 50
19 44 46 42 45 48 14 19 50 1 2 3 9 10 11 12 14 17 44 12 15 18 19 43 42 49 17 42 43 44 45 52 18 19 23 46] [1275 1310 1369 1305 1358 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 86 83 86 10 10 10 10 10 10 10 10 10 10
13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 33 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83
84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 131 131 131 131 132 132 132 132 132 132 132
132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 1 4 4 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [5.7 3.2 5.8 2.7 3.7 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386
10.27968386 10.27968386 10.27968386 4.452683988 4.452683988 4.452683988 4.452683988 4.452683988 4.452683988 4.452683988 4.452683988 4.452683988
4.452683988 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 7.799527361 7.799527361 7.799527361 7.799527361 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728
5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481
6.636614481 6.636614481 6.636614481 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
9.475828841 9.475828841 9.475828841 9.475828841 9.475828841 9.475828841 9.475828841 9.475828841 9.475828841 9.475828841]]

14 15
30 31
16 17
18 19
41 42

[2 2 4 4 1
1 6 6 55
55]



CDK2

S(=O)(=O)(
N)c1ccc(Nc
2sc(C(=O)c
3ccc(S(=O)
(=O)N)cc3)
c(N)n2)cc1

[[4 7 10 10 1 38 40 2 2 2 2 2 2 16 19 20 21 23 24 25 26 27 42 40 41 44 10 11 32 30 31 18 28 29 42 13 17 32 33 1 4 5 6 13 14 15 17 37 42 29 31 28 30 40 11
44 10 5 4 6 37 13 14 17 6 1 4 3 5 14 15 2 20 16 1 2 3 4 6 14 15 5 16 19 20 19 22 2 3 16 21 23 38 19 20 21 22 23 38 43 16 24 25 23 24 25 38 43 7 8 9 21 26
38 7 9 43 8 39 12 10 41 34 33 35 36 41 34 12 33 35 36 10 11 32 41 44 1 13 14 36 4 5 6 15 17 37 17 18 35 36 37 33 5 4 13 28 37 11 10 12 28 29 30 31 32 33]
[1275 1369 2128 2329 1305 1358 203 1297 1301 1303 1299 1295 1294 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 86 132 145 83 86 13 82 82 82 82 82 82 10 10 10 10 10 10 10 10 10 10 13 13 13 13 13
13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 64 64 64 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83
83 83 83 83 83 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 129 129 129 131 131 131 131 131
132 132 132 132 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145
145 145] [3 1 1 1 4 4 4 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.9 2.3 6.1 9.4 3.1 3 1.5 0.7 0.7 0.7 0.7 0.7 0.7 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481
6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 8.210028801 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546
16.43720546 16.43720546 16.43720546 16.43720546 9.903478141 9.903478141 9.903478141 9.903478141 9.903478141 9.903478141 1.65915362 1.65915362 1.65915362
9.031031682 9.031031682 9.031031682 9.031031682 9.031031682 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464
12.72554464 12.72554464 12.72554464 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 19.09119676 19.09119676
19.09119676 19.09119676 19.09119676 19.09119676 19.09119676 19.09119676 19.09119676 19.09119676]]

1 43 14
15 44
16 17
18 19
41 42
45 46
33 34

[40 40 4 4
[2 2 2 2 2
2] 1 1 7 7
38 38 10
10 10 10]

CDK2

O=C(c1cncc
c1)C1C(N)=
NC(=[N+H]c
2ccccc2)S1

[[3 22 1 12 24 33 31 29 27 25 31 32 29 30 33 34 24 25 27 28 7 8 9 10 11 20 6 12 17 19 5 7 1 2 3 4 6 8 19 21 11 10 12 9 13 14 15 1 2 3 5 21 22 23 25 26 24
23 26 25 28 22 24 27 29 25 26 27 28 24 29 30 31 29 30 31 32 33 34 29 30 27 28 31 32 33 34 16 15 17 18 16 15 17 18 13 14 2 6 18 1 3 4 5 8 19 20 8 9 17 18
19 15 4 6 10 9 10 11 19 12 13 14 15 16 17] [1276 1311 1306 529 166 166 166 166 166 166 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0] [81 83 83 33 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33
33 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 86 86 86 86 86 86 89 89 89 89 89 89 89 89 131 131 131 131 132 132 132
132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 4 2 10 10 10 10 10
10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [4.7 6.7 1.7 10.4 0.8 0.8 0.8 0.8 0.8 0.8 10.03922112 10.03922112
10.03922112 10.03922112 10.03922112 10.03922112 10.03922112 10.03922112 10.03922112 10.03922112 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 8.637678101 8.637678101 8.637678101
8.637678101 8.637678101 8.637678101 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 11.90454176 11.90454176 11.90454176
11.90454176 2.636843434 2.636843434 2.636843434 2.636843434 2.636843434 2.636843434 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 5.506557423 5.506557423 5.506557423 5.506557423 5.506557423 5.506557423 5.506557423 5.506557423 5.506557423 5.506557423]]

29 10
11 14
15 30
31 16
17

[[24 33 31
29 27 25]
12 12 3 3
22 22 1 1]



CDK2

S(=O)(=O)(
N)c1ccc([N
+H]=C2SC(C
(=O)c3cc([
N+](=O)[O-
])ccc3)C(N
)=N2)cc1

[[3 22 40 1 27 38 33 34 35 36 24 28 30 32 20 7 14 25 27 12 13 26 10 11 12 25 26 7 8 9 6 13 5 1 2 3 4 6 7 8 19 21 4 3 5 19 2 6 8 1 2 5 21 22 23 3 24 29 28
23 28 29 30 31 22 24 32 38 24 28 29 30 31 32 38 37 33 35 30 32 33 34 37 38 41 31 40 42 38 41 42 37 40 39 16 15 17 18 16 15 18 17 13 14 18 1 2 3 4 5 6 7 8
19 8 9 17 18 19 15 16 4 6 10 9 19 10 12 13 14 15 16 17 25] [1276 1311 1370 1306 203 1359 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 86 83 13 86 10 10 10 10 10 10 10 10 10 10 13 13 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31
31 31 31 31 64 64 64 64 64 64 64 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89
89 89 89 89 89 131 131 131 131 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145
145 145 145 145 145 145] [3 3 1 4 4 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [5 5.3 3.7 1
1.1 2.8 12.4850819 12.4850819 12.4850819 12.4850819 12.4850819 12.4850819 12.4850819 12.4850819 12.4850819 12.4850819 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 15.20570114 15.20570114 15.20570114 15.20570114 15.20570114 15.20570114
15.20570114 15.20570114 15.20570114 15.20570114 14.00849254 14.00849254 14.00849254 14.00849254 14.00849254 14.00849254 9.031031682 9.031031682
9.031031682 9.031031682 8.794365035 8.794365035 8.794365035 8.794365035 8.794365035 8.794365035 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 4.706498494 4.706498494 4.706498494 4.706498494 4.706498494 4.706498494 4.706498494 4.706498494 4.706498494 4.706498494]]

1 14 15
30 31
16 18
19 41
42

[27 3 3 22
22 1 40 40
38 38]

CDK2

S(=O)(=O)(
N)c1ccc(Nc
2sc(C(=O)c
3cc(F)ccc3
)c(N)n2)cc
1

[[2 4 7 30 1 35 2 2 2 2 2 2 13 25 26 2 27 29 30 31 32 33 21 37 20 22 18 19 22 23 37 15 24 38 14 10 16 18 1 4 5 6 10 11 12 14 34 38 24 37 22 23 20 21 5 4
6 34 10 11 14 6 1 4 3 5 11 12 2 26 13 1 2 3 4 6 11 12 5 13 25 3 26 25 27 28 2 13 29 36 25 26 27 28 29 35 39 13 30 31 29 30 31 35 39 7 8 9 27 32 35 9 39 7
8 36 19 16 17 18 19 17 16 18 20 21 17 1 4 5 6 10 11 12 14 16 14 15 16 17 34 18 19 5 10 23 15 23 34 22 16 18 19 20 21 37] [1310 1275 1369 1369 1305 1358
1297 1301 1303 1299 1295 1294 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0] [83 81 86 86 83 86 82 82 82 82 82 82 10 10 10 10 10 10 10 10 10 10 13 13 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31
31 33 33 33 33 33 33 64 64 64 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85
85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 131 131 131 131 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144
144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 1 1 4 4 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.1 2.3 4 0.7 3.1 3.1 0.6 0.6 0.6 0.6 0.6 0.6 10.74162888 10.74162888
10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 16.02670402 16.02670402 16.02670402 16.02670402 16.02670402 16.02670402
16.02670402 16.02670402 16.02670402 16.02670402 9.903478141 9.903478141 9.903478141 9.903478141 9.903478141 9.903478141 9.031031682 9.031031682
9.031031682 9.031031682 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 5.955150674 5.955150674 5.955150674 5.955150674 5.955150674 5.955150674 5.955150674 5.955150674 5.955150674
5.955150674]]

14 15
44 30
16 17
18 19
41 42

[4 4 [2 2
2 2 2 2] 2
1 1 [7 30]
7 35 35]



CDK2

S(=O)(=O)(
N)c1ccc(Nc
2sc(C(O)c3
cnccc3)c(N
)n2)cc1

[[2 5 8 28 1 4 37 33 34 2 14 26 27 28 29 30 31 11 15 17 24 25 39 36 4 12 13 1 5 6 7 11 12 13 15 35 36 25 24 36 4 17 22 23 20 7 1 5 3 6 12 13 2 34 14 1 2
3 5 7 12 13 14 33 34 3 34 32 33 2 14 31 30 37 38 14 30 31 32 33 34 28 37 40 26 26 28 29 30 37 40 8 9 10 31 37 10 40 8 9 38 32 21 18 19 20 21 18 19 20 22
23 16 19 27 1 5 6 7 11 12 13 15 16 17 18 19 35 20 6 11 24 24 4 16 17 25 35 22 18 20 21] [1312 1277 1371 1371 1307 530 1360 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 86 86 83 33 86 10 10 10 10 10 10 10 10 10 10 18 18 18 18 18
18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84
84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 89 131 131 131 131 132 132 132 132 132 132 134 134 134 134 134 134
134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 1 1 4 2 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [0.8 1.7 2.3 1.1 2.4 9.3 3.2 10.74162888 10.74162888 10.74162888 10.74162888
10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 16.43720546 16.43720546 16.43720546 16.43720546
16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 16.43720546 11.13498246 11.13498246 11.13498246 11.13498246 11.13498246 11.13498246
11.13498246 9.031031682 9.031031682 9.031031682 9.031031682 6.741857835 6.741857835 6.741857835 6.741857835 6.741857835 6.741857835 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 5.506557423 5.506557423 5.506557423 5.506557423 5.506557423 5.506557423 5.506557423
5.506557423 5.506557423 5.506557423]]

10 11
14 15
30 16
17 18
19 41
42

[4 4 5 5 2
1 1 [8 28]
8 37 37]

CDK2

Clc1c([N+]
(=O)[O-
])cc(C(=O)
N)c(NCc2cn
c(N)nc2)c1

[[1 3 9 30 10 9 11 27 6 9 10 11 27 17 33 18 7 28 31 33 3 4 5 12 13 14 20 30 32 2 32 8 31 4 3 20 30 2 5 29 7 28 1 2 3 4 20 30 1 14 15 23 29 2 23 29 28 7
24 21 25 27 21 23 24 28 29 22 25 26 21 22 23 26 17 25 6 26 9 11 25 27 22 24 23 22 1 2 3 4 5 12 14 15 5] [1312 1277 138 1307 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0]
[83 81 8 83 8 8 8 8 10 10 10 10 10 10 10 10 10 10 13 13 31 31 31 31 31 31 31 31 31 31 33 33 33 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83
83 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 86 86 86 86 86 86 89 89 89 89 89 89 89 89 134 134 134 134 134 134 134 134 134 134 144] [3 3 1 4 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8] [1.4 4.6 0.8 4.3 17.24106048 17.24106048 17.24106048 17.24106048 15.42718342 15.42718342 15.42718342 15.42718342 15.42718342
15.42718342 15.42718342 15.42718342 15.42718342 15.42718342 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 6.585170901 6.585170901 6.585170901 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 9.458680981
9.458680981 9.458680981 9.458680981 9.458680981 9.458680981 9.458680981 9.458680981 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 1.65915362]]

47 14
15 30
16 17

[9 3 3 1
30 30]

CDK2

Clc1ncc(CN
c2c(C(=O)N
)cc([N+](=
O)[O-
])c(Cl)c2)
cn1

[[1 3 27 29 31 24 31 30 14 13 15 6 22 23 7 30 3 4 5 9 10 11 16 17 27 28 28 8 29 3 4 5 10 17 4 3 5 10 9 17 28 8 4 27 3 17 2 5 23 6 22 24 2 3 4 17 27 1 11
12 20 23 20 23 6 22 2 21 24 18 25 7 18 20 21 25 26 7 19 22 19 20 26 25 14 18 20 19 1 2 3 4 5 9 11 12 5 29] [1311 1276 1306 529 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0] [83 81 83 33 8 10 10 10 10 10 10 10 10 10 10 12 31 31 31 31 31 31 31 31 31 31 33 33 33 64 64 64 64 64 80 80 80 80 80 80 80 80 82 82 82 82 82 82
82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 86 86 86 86 86 86 134 134 134 134 134 134 134 134 134 134
144 145] [3 3 4 2 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.1 4.1 3.9 3.2 8.637678101 16.2481863 16.2481863 16.2481863 16.2481863 16.2481863 16.2481863
16.2481863 16.2481863 16.2481863 16.2481863 6.978524481 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 6.585170901 6.585170901 6.585170901 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 14.38469826
14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 9.458680981 9.458680981 9.458680981 9.458680981 9.458680981 9.458680981 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 1.65915362 1.65915362]]

10 11
14 15
30 16
17

[29 29 3 3
1 27 27]



CDK2

O=[N+]([O-
])c1c(NCCO
)cc(NCc2cn
c(N)nc2)c(
C(=O)N)c1

[[1 3 27 6 38 6 29 7 30 26 27 10 11 7 12 29 40 37 39 30 31 40 9 39 41 13 41 42 9 14 15 21 16 20 8 4 3 5 14 15 16 22 38 21 42 42 13 15 41 21 5 14 1 2 3 4
22 38 16 17 25 31 2 25 31 30 7 23 26 27 29 23 24 25 26 30 31 2 27 28 6 23 24 25 26 27 28 19 34 36 1 28 6 27 12 37 10 29 35 36 39 33 34 36 32 35 39 24 1 2
23 25 17 3 4 5 14] [1311 1276 1370 1430 1306 171 171 171 171 171 171 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 86 89 83 10 10 10
10 10 10 10 10 10 10 10 10 10 10 10 10 11 11 11 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 83 83 83 83 83 83 83
83 83 83 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 89 89 89 89 131 131 131 131 131 131 134
134 134 134 134 134 134 134 134 134] [3 3 1 2 4 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [0.9 3.8 0.8 7.5 4 0.7 0.7
0.7 0.7 0.7 0.7 17.90733992 17.90733992 17.90733992 17.90733992 17.90733992 17.90733992 17.90733992 17.90733992 17.90733992 17.90733992 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 7.406173781 7.406173781 7.406173781 7.406173781
7.406173781 7.406173781 7.406173781 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 5.920854954 5.920854954
5.920854954 5.920854954 5.920854954 5.920854954 5.920854954 5.920854954 5.920854954 5.920854954 15.222849 15.222849 15.222849 15.222849 15.222849
15.222849 15.222849 15.222849 15.222849 15.222849 12.75984036 12.75984036 12.75984036 12.75984036 12.75984036 12.75984036 12.75984036 12.75984036
12.75984036 12.75984036 16.8477069 16.8477069 16.8477069 16.8477069 16.8477069 16.8477069 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

29 14
15 30
16 17
18 48
49

[[6 29 7
30 26 27]
3 3 1 38
38 27 6 6]

CDK2

Clc1c([N+]
(=O)[O-
])cc(C(=O)
N)c(NCC2=C
NC=CC2)c1

[[1 4 31 31 25 27 24 25 7 14 15 34 26 27 28 30 33 1 2 3 9 10 11 17 31 32 5 32 8 33 2 1 3 10 9 17 32 8 2 31 1 17 3 5 11 29 30 27 1 2 5 17 31 4 11 12 20 18
5 20 29 28 18 21 26 27 30 6 18 20 21 28 29 19 6 22 23 18 19 20 23 14 22 7 6 23 22 24 25 19 21 20 19 1 2 3 4 5 9 11 12] [1277 1312 1289 1307 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 82 83 8 8 10 10 10 10 10 10 10 10 10 10 13 31 31 31 31 31 31 31 31 31 31 33 33 33 80 80 80 80 80 80 80 80 82 82 82 82
82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 89 89 89 89 89 89 89 89 134
134 134 134 134 134 134 134 134 134] [3 3 4 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [4 1.3 0.7 4.2 7.799527361 7.799527361 9.50632847 9.50632847
9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 10.27968386 10.27968386 10.27968386
10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 2.87351008 2.87351008 2.87351008
2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861]]

14 15
50 30
16 17

[1 1 31 4
31 31]

CDK2

S(=O)(=O)(
N)c1ccc(CN
c2c(C(=O)N
)cc([N+](=
O)[O-
])cc2)cc1

[[10 16 19 23 31 29 28 26 24 38 36 34 37 36 37 38 23 31 32 33 29 30 1 5 12 13 14 4 6 7 3 8 17 6 7 8 15 16 18 19 5 12 13 12 14 16 17 18 15 17 19 15 16 11
18 30 29 31 32 11 15 16 17 19 8 9 10 18 22 11 22 30 29 20 28 31 32 26 23 20 21 22 26 28 29 27 23 24 25 20 21 22 26 27 1 2 28 25 25 35 34 10 11 20 21 22 6
8 9 15 16] [1311 1276 1306 171 171 171 171 171 171 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 10 10 10 10 10 10 8 8 8 8 10 10 10 10 10
10 10 10 10 10 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83
84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 89 89 89 134 134 134 134 134 134 134 134 134 134] [3 3 4 10 10 10
10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.1 4 4.3 0.7 0.7 0.7 0.7 0.7 0.7 17.24106048 17.24106048 17.24106048 17.24106048
13.7680298 13.7680298 13.7680298 13.7680298 13.7680298 13.7680298 13.7680298 13.7680298 13.7680298 13.7680298 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 2.4801565 2.4801565 2.4801565 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 18.48971266 18.48971266 18.48971266
18.48971266 18.48971266 18.48971266 18.48971266 18.48971266 18.48971266 9.458680981 9.458680981 9.458680981 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

29 14
15 30
16 17

[[23 31 29
28 26 24]
16 16 10
19 19]



CDK2

S(=O)(=O)(
N)c1ccc(Nc
2sc(C(=O)c
3c([N+](=O
)[O-
])cccc3)c(
N)n2)cc1

[[4 7 28 1 36 2 2 2 2 2 2 14 26 27 28 30 31 33 40 34 2 10 19 39 17 38 11 15 16 18 40 6 1 4 5 11 12 13 15 35 39 10 38 39 17 19 18 5 4 6 35 11 12 15 1 2 3
4 6 12 13 14 33 34 34 31 32 33 2 3 14 30 36 37 31 32 33 34 30 36 41 14 26 28 28 29 30 36 41 7 8 9 31 37 36 9 41 7 8 37 32 23 22 24 25 20 21 23 22 20 21
24 25 25 1 4 5 6 11 12 13 15 24 15 16 24 25 35 22 23 5 11 17 16 35 38 17 18 19 20 21 22 23] [1275 1369 1369 1305 1358 1297 1301 1303 1299 1295 1294 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 86 86 83 86 82 82 82 82 82 82 10 10 10 10 10
10 10 10 10 10 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 64 64 64 64 64 64 64 83 83 83 83 83 83 83 83 83 83 84 84 84
84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 89 131 131 131 131 131 131 132 132 132 132 132 132 134
134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 1 1 4 4 10 10 10 10 10 10 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [2.4 4 0.8 2.4 3.4 0.8 0.8 0.8 0.8 0.8 0.8
12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 17.25820834 17.25820834 17.25820834 17.25820834 17.25820834
17.25820834 17.25820834 17.25820834 17.25820834 17.25820834 9.903478141 9.903478141 9.903478141 9.903478141 9.903478141 9.903478141 9.903478141
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 3.868347754 3.868347754 3.868347754 3.868347754 3.868347754 3.868347754
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 12.50222976 12.50222976 12.50222976 12.50222976 12.50222976 12.50222976 12.50222976
12.50222976 12.50222976 12.50222976]]

14 15
44 16
17 18
19 41
42

[4 4 [2 2
2 2 2 2] 1
1 [7 28] 7
36 36]

CDK2

O=C1CC(=C2
N=C(N)NC(=
[N+H2])N2)
C(O)=CC1

[[4 26 1 4 3 4 5 6 1 2 7 8 25 9 6 3 4 5 22 8 10 19 21 17 7 9 11 14 15 11 12 13 14 16 17 18 19 10 20 18 14 15 16 17 11 19 11 12 13 15 27 14 24 26 28 25 26
27 28 26 27 28 1 2 25 1 2 28 26 3 4 5 6 7 8 4 5 6 8 23 9 10 11 23 12 13 14 15 16 18 18 16 19 20 23 21 17 18 20] [1370 1311 1370 1370 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0] [86 83 86 86 10 10 10 10 10 10 10 10 10 10 11 11 11 11 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 64 64 64 64 64 64
64 83 83 83 83 83 83 83 83 83 83 84 84 84 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 131 131 131 131 132 134 134 134 134 134 134 134 134 134 134 144
144 144 144 144 144 144 145 145] [1 3 7 7 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [0.9 4.2 0.9824793615 4.095409958 13.32702874 13.32702874 13.32702874
13.32702874 13.32702874 13.32702874 13.32702874 13.32702874 13.32702874 13.32702874 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.87351008 2.87351008
2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 1.64200576 1.64200576 1.64200576 3.026400923 3.026400923
3.026400923 3.026400923 3.026400923 3.026400923 10.6901853 10.6901853 10.6901853 10.6901853 10.6901853 10.6901853 10.6901853 10.6901853 10.6901853
10.6901853 1.64200576 1.64200576 1.64200576 1.64200576 3.474994174 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 2.87351008 2.87351008]]

30 31
18 51
52

[26 26 4
[1 4] 4]

CDK2

FC1=CC(=C2
N=C(N)N=C(
N)N2)C(=O)
C=C1

[[2 5 18 1 24 20 19 7 5 21 23 1 2 4 24 5 7 19 20 10 8 9 11 7 12 13 17 19 16 8 11 13 14 15 17 18 6 9 14 13 15 16 11 17 16 15 18 6 17 3 5 1 2 4 3 6 16 17
18 5 8 15 2 1 2 3 4 6 1 2 3 4 1 24 4 24 20 21 23 1 19 22 22 7 8 17 5 6 9 10 11 13 15 11 12 13 14 9 10 12] [1311 1311 1306 175 175 175 175 175 175 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0] [83 83 83 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 64 64 64 64 64 64
82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 85 85 85 85 85 86 86 86 86 86 86 86 86 131 134 134 134 134 134 134 134 134 134
134 144 144 144 144 144 144 145] [3 3 4 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [4.9 1.1 5.6 1.2 1.2 1.2 1.2 1.2 1.2 8.689121681 8.689121681
8.689121681 8.689121681 8.689121681 8.689121681 8.689121681 8.689121681 8.689121681 8.689121681 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 1.64200576 1.64200576
1.64200576 1.64200576 1.64200576 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 12.33219106 12.33219106 12.33219106 12.33219106 12.33219106
12.33219106 12.33219106 12.33219106 6.978524481 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 6.978524481]]

29 53
30 31
16 17

[[1 24 20
19 7 5] [1
24 20 19 7
5] [2 5] 2
18 18]



CDK2

O=[N+]([O-
])c1c(OC)c
c(NCC2=CNC
=CC2)c(C(=
O)N)c1

[[1 3 35 25 33 34 24 25 26 27 31 32 29 6 32 32 34 36 3 4 5 9 10 11 17 35 37 2 37 8 36 3 4 5 10 17 2 3 4 17 35 1 5 11 12 20 20 23 22 2 6 7 21 18 24 28 18
20 21 22 23 30 19 28 18 19 20 30 14 28 29 20 19 1 2 3 4 5 9 11 12 5] [1310 1275 1305 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 8 10 10 10 10 10 10 10 10 10 10 12 13 13 13 31 31 31
31 31 31 31 31 31 31 33 33 33 64 64 64 64 64 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 134
134 134 134 134 134 134 134 134 134 144] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.2 4.3 4.3 2.0525072 16.2481863 16.2481863 16.2481863 16.2481863 16.2481863 16.2481863 16.2481863
16.2481863 16.2481863 16.2481863 1.23150432 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 2.4801565 2.4801565 2.4801565 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 1.65915362]]

14 15
30 16
17

[3 3 1 35
35]

CDK2

Clc1c([N+]
(=O)[O-
])cc(C(=O)
N)c(NCc2cn
cnc2)c1

[[1 3 28 25 25 14 15 31 7 26 27 24 6 12 29 31 3 4 5 9 10 11 17 28 30 2 30 8 29 3 4 5 17 4 28 3 17 2 5 27 7 26 1 2 3 4 17 28 1 11 12 20 27 2 20 27 26 7 18
21 22 6 23 18 20 21 22 23 6 19 26 18 19 20 23 22 14 6 22 23 24 25 19 21 20 18 19 1 2 3 4 5 9 11] [1310 1275 1305 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83
8 10 10 10 10 10 10 10 10 10 10 13 13 31 31 31 31 31 31 31 31 31 31 33 33 33 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84
84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 86 86 86 86 86 86 89 89 89 89 89 89 89 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8] [1.3 4 3.9 6.157521601 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 10.27968386
10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 10.27968386 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101 5.353666581
5.353666581 5.353666581 5.353666581 5.353666581 5.353666581 5.353666581 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861]]

14 15
30 16
17

[3 3 1 28
28]

CDK2

Clc1c([N+]
(=O)[O-
])cc(C(=O)
N)c(NCC2=C
NC(Cl)=CC2
)c1

[[1 3 30 24 34 26 28 33 13 14 15 6 7 3 4 5 9 10 11 17 30 1 2 31 8 32 3 4 5 10 17 4 3 5 10 9 17 31 4 30 3 17 2 5 11 23 7 1 2 3 4 17 30 1 11 12 20 23 20 23
22 2 6 7 18 21 29 24 18 20 21 22 23 29 19 25 27 19 20 29 27 18 28 26 20 1 2 3 4 5 9 11 12 17] [1310 1275 1305 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 10
10 10 10 10 10 10 10 10 10 31 31 31 31 31 31 31 31 31 31 33 33 33 64 64 64 64 64 80 80 80 80 80 80 80 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83
83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 89 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8] [0.7 4 4.3 9.663015404 9.663015404 9.663015404 9.663015404 9.663015404 9.663015404 9.663015404 9.663015404 9.663015404 9.663015404 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 9.458680981 9.458680981
9.458680981 9.458680981 9.458680981 9.458680981 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724]]

14 15
30 16
17

[3 3 1 30
30]

CDK2

Clc1ncc(CN
c2c(C(=O)N
)cc([N+](=
O)[O-
])cc2)cc1

[[1 3 29 32 32 6 22 23 24 12 13 14 15 21 3 4 5 8 9 10 17 29 2 11 31 7 30 4 3 17 29 2 5 23 6 22 1 2 3 4 17 29 1 5 10 11 20 2 20 23 22 6 18 21 27 24 25 18
19 20 21 22 23 27 28 24 25 18 19 20 27 28 13 26 20 1 2 18 19 3 4 5 8 10] [1310 1275 1305 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 8 10 10 10 10 10 10 10 10 10 10 31 31 31 31
31 31 31 31 31 31 33 33 33 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86
86 86 86 86 89 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.1 4.1 3.9 12.7426925 7.84717485 7.84717485 7.84717485 7.84717485 7.84717485
7.84717485 7.84717485 7.84717485 7.84717485 7.84717485 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 13.56369538 13.56369538 13.56369538 13.56369538 13.56369538 13.56369538
6.585170901 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

14 15
30 16
17

[3 3 1 29
29]



CDK2
O=C(N)c1c(
NCc2cnccc2
)cccc1

[[1 3 30 24 25 6 24 25 26 14 27 13 15 22 23 3 4 5 7 8 9 17 30 15 16 3 4 5 2 3 4 17 30 1 5 9 10 20 2 20 23 22 6 18 21 24 26 28 18 19 20 21 22 23 28 29 24
26 18 19 20 28 29 21 11 12 27 27 29 26 28 24 25 12 19 21 1 2 18 19 20 3 4 5 7 9] [1311 1276 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 8 8 10 10 10 10 10 10 10 10 10
10 31 31 31 31 31 31 31 31 31 33 64 64 64 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86
86 86 89 89 89 89 89 89 89 89 89 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.1 3.1 3.9 7.799527361 7.799527361 15.42718342
15.42718342 15.42718342 15.42718342 15.42718342 15.42718342 15.42718342 15.42718342 15.42718342 15.42718342 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008
2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 5.353666581 5.353666581 5.353666581 5.353666581
5.353666581 5.353666581 5.353666581 5.353666581 5.353666581 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861]]

14 15
30 16
17

[3 3 1 30
30]

CDK2

Clc1c([N+]
(=O)[O-
])cc(C(=O)
N)c(NCc2cc
(F)c(F)c(F
)c2)c1

[[1 3 27 23 24 33 32 12 11 13 30 25 31 3 4 5 7 8 9 15 27 28 2 28 6 29 4 3 5 8 15 28 4 3 15 27 2 5 9 26 1 24 2 3 4 15 27 1 5 9 10 18 2 18 26 25 16 19 24
31 20 22 16 18 19 17 20 21 22 25 17 18 21 20 16 32 18 1 2 3 4 5 7 9 10 15] [1311 1276 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 10 10 10 10 10 10 10 10 10 10 31 31 31
31 31 31 31 31 31 31 33 33 33 80 80 80 80 80 80 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85
85 85 85 86 86 86 86 86 89 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.1 3.8 4.6 16.05720365 16.05720365 16.05720365 16.05720365
16.05720365 16.05720365 16.05720365 16.05720365 16.05720365 16.05720365 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 2.4801565 2.4801565 2.4801565 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 17.66870978
17.66870978 17.66870978 17.66870978 17.66870978 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724]]

14 15
30 16
17

[3 3 1 27
27]

CDK2

O=[N+]([O-
])c1c(NCCC
O)cc(NCC2=
CNC=CC2)c(
C(=O)N)c1

[[1 3 42 44 26 27 29 37 43 36 39 32 9 37 44 9 36 38 43 45 4 3 5 11 12 13 19 42 2 14 46 10 45 4 3 19 42 2 5 31 32 28 29 2 3 4 19 42 1 5 13 14 22 2 22 31
30 20 23 28 29 32 24 20 21 22 23 30 31 24 25 6 7 20 21 22 24 25 23 35 41 15 16 7 34 33 35 36 38 39 40 1 2 20 21 22 3 4 5 11 13] [1310 1275 1305 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 10 10 10 10 10 10 10 10 10 10 11 11 11 11 11 11 13 31 31 31 31 31 31 31 31 31 31 33 33 33 82 82 82 82 82 82 82
82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 131 131 131 131 131
131 131 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.3 3.9 4.1 17.30585583 17.30585583 17.30585583
17.30585583 17.30585583 17.30585583 17.30585583 17.30585583 17.30585583 17.30585583 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 23.02237636 23.02237636 23.02237636 23.02237636 23.02237636 23.02237636 23.02237636 23.02237636 23.02237636
23.02237636 1.65915362 18.50686052 18.50686052 18.50686052 18.50686052 18.50686052 18.50686052 18.50686052 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

14 15
30 16
17 54

[3 3 1 42
42 [20 21
22 24 25
23 35 41
15 16]]



CDK2

O=[N+]([O-
])c1c(NCCC
OC)cc(NCc2
cnccc2)c(C
(=O)N)c1

[[3 29 44 46 46 26 43 25 26 39 40 42 33 37 6 23 40 41 42 43 39 37 38 47 40 41 42 43 47 40 41 42 47 45 43 41 9 40 43 45 46 42 10 11 17 4 3 5 10 11 12 18
44 46 46 5 9 11 10 17 45 1 2 3 4 18 44 12 13 21 24 2 21 24 23 6 19 22 20 29 25 19 20 21 22 23 24 29 2 30 27 19 20 21 22 29 30 15 32 1 13 35 36 32 7 31 34
37 38 20 1 2 19 21 13 3 4 5 10] [1276 1370 1306 526 529 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 86 83 33 33 8 10
10 10 10 10 10 10 10 10 10 11 11 11 11 11 11 11 11 12 12 12 12 12 13 13 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 33 33 33 33
33 33 33 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 131 131 131 131 131 131
131 131 134 134 134 134 134 134 134 134 134 134] [3 1 4 2 2 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [3.8 0.7 4 1 1.2
7.406173781 11.14833423 11.14833423 11.14833423 11.14833423 11.14833423 11.14833423 11.14833423 11.14833423 11.14833423 11.14833423 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.4801565 2.4801565 2.4801565 2.4801565 2.4801565 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 8.244324521 8.244324521 8.244324521 8.244324521
8.244324521 8.244324521 8.244324521 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 20.55936772 20.55936772 20.55936772 20.55936772
20.55936772 20.55936772 20.55936772 20.55936772 20.55936772 20.55936772 23.41572994 23.41572994 23.41572994 23.41572994 23.41572994 23.41572994
23.41572994 23.41572994 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

10 14
15 16
17 18
54 55

[[46 46] 3
3 44 44 29
[19 20 21
22 29 30
15 32 1
13] [35 36
32 7 31 34
37 38]]

CDK2

O=[N+]([O-
])c1c(NCCC
[N+H3])cc(
NCC2=CNC=C
C2)c(C(=O)
N)c1

[[1 3 46 30 31 32 33 42 36 34 6 8 9 13 9 10 42 13 10 11 47 45 4 3 5 15 16 17 23 46 22 48 48 14 47 16 3 4 5 4 3 23 46 2 5 35 36 32 33 2 3 4 23 46 1 5 17
18 26 2 26 35 34 24 27 32 33 36 28 24 25 26 27 34 35 28 29 6 7 24 25 26 28 29 27 20 39 1 19 7 38 44 8 37 39 40 43 45 10 11 38 1 2 24 25 26 18 3 4 5 15]
[1311 1276 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 10 10 10 10 10 10 10 10 10 10 11 11 11 11 12 12 12 13 13 31 31
31 31 31 31 31 31 31 31 33 33 33 33 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85
85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 131 131 131 131 131 131 131 131 131 131 132 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.2 3.4 3.6 18.7283428 18.7283428 18.7283428 18.7283428 18.7283428 18.7283428 18.7283428 18.7283428
18.7283428 18.7283428 1.65915362 1.65915362 1.65915362 1.65915362 2.89065794 2.89065794 2.89065794 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 10.6901853 10.6901853 10.6901853 10.6901853 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 22.20137348 22.20137348 22.20137348 22.20137348 22.20137348 22.20137348 22.20137348 22.20137348 22.20137348
22.20137348 1.65915362 25.485385 25.485385 25.485385 25.485385 25.485385 25.485385 25.485385 25.485385 25.485385 25.485385 4.926017281 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

14 15
30 16
17 54
55

[3 3 1 46
46 [24 25
26 28 29
27 20 39 1
19] [38 44
8 37 39 40
43 45 10
11]]

CDK2

O=[N+]([O-
])c1cc(C(=
O)N)c(NCC=
2NC=CNC=2)
cc1

[[10 13 16 24 26 24 25 26 27 28 23 1 2 3 4 6 7 8 12 13 14 15 16 5 18 18 17 19 13 14 15 14 12 13 16 11 15 27 28 25 26 11 12 13 14 16 8 9 10 22 28 11 22 27
29 20 23 25 26 28 30 20 21 22 29 30 31 32 33 20 21 22 30 31 1 2 33 30 31 32 10 11 22 6 8 9 12 13 14 15] [1311 1276 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 8
8 10 10 10 10 10 10 10 10 10 10 31 31 31 31 31 31 31 31 31 31 33 33 33 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84
84 84 84 84 84 84 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 89 89 89 89 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1 3.4
4.3 6.978524481 6.978524481 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 9.50632847 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.4801565 2.4801565 2.4801565 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 12.72554464 12.72554464 12.72554464 12.72554464
12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 12.72554464 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 1.65915362 1.65915362 1.65915362 1.65915362
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

14 15
30 16
17

[13 13 10
16 16]



CDK2

O=[N+]([O-
])c1cc(C(=
O)N)c(NCc2
ncccc2)cc1

[[2 5 30 15 14 16 26 27 28 29 24 25 5 32 2 3 4 8 9 10 17 30 16 31 31 1 32 3 2 17 30 4 6 29 26 27 28 2 3 6 17 30 5 10 11 29 18 6 20 18 21 28 29 7 26 27 22
7 18 19 20 21 22 23 28 7 18 19 20 12 13 23 22 6 20 2 3 4 5 8 10 11 17] [1276 1311 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 83 10 10 10 10 10 10 10 10 10 10 13 31 31 31 31 31
31 31 31 31 31 33 33 33 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 86 86 86 86 86
86 89 89 134 134 134 134 134 134 134 134 134 134] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [3.1 1.8 4 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888
10.74162888 10.74162888 10.74162888 10.74162888 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 2.4801565 2.4801565 2.4801565 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 13.54654752
13.54654752 13.54654752 13.54654752 13.54654752 13.54654752 13.54654752 13.54654752 13.54654752 13.54654752 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 13.97419682 13.97419682 13.97419682 13.97419682 13.97419682 13.97419682 7.816675221
7.816675221 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

14 15
30 31
16 17

[2 2 5 5
30 30]

CDK2

O=[N+]([O-
])c1c(N2CC
OCC2)cc(NC
c2cnc(N)nc
2)c(C(=O)N
)c1

[[1 3 29 7 43 11 9 10 11 38 6 9 10 28 40 41 42 37 37 38 40 41 42 36 39 44 40 41 42 44 39 42 45 40 12 37 38 39 46 42 45 13 14 20 4 3 5 13 14 15 21 43 2 46
3 4 5 1 2 4 21 43 3 15 16 22 24 2 24 27 26 6 22 25 7 28 29 22 23 24 25 26 27 29 30 7 28 22 23 24 25 29 30 7 18 31 32 7 10 29 30 9 28 33 34 35 36 32 35 31
33 8 34 36 44 32 23 1 2 22 24 16 3 4 5 13 5] [1309 1274 1368 1428 1304 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0] [83 81 86 89 83 8 8 8 10 10 10 10 10 10 10 10 10 10 11 11 11 11 11 11 11 11 12 12 12 12 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31
31 31 31 31 31 64 64 64 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89
89 89 89 89 89 89 89 131 131 131 131 131 131 131 131 132 134 134 134 134 134 134 134 134 134 134 144] [3 3 1 2 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [0.8 3.9 0.9 3.3 3.6 17.24106048 17.24106048 17.24106048 13.61134287 13.61134287 13.61134287
13.61134287 13.61134287 13.61134287 13.61134287 13.61134287 13.61134287 13.61134287 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 3.711660821 3.711660821 3.711660821 3.711660821 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 13.58084324
13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.58084324 13.97419682 13.97419682 13.97419682
13.97419682 13.97419682 13.97419682 13.97419682 13.97419682 13.97419682 13.97419682 24.64723426 24.64723426 24.64723426 24.64723426 24.64723426
24.64723426 24.64723426 24.64723426 1.815840554 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 1.65915362]]

14 15
30 16
17 18
48 49
55

[3 3 1 43
43 29 7 7
[32 35 31
33 8 34 36
44]]

CDK2

O=[N+]([O-
])c1c(N2CC
C([N+H3])C
C2)cc(NCc2
cnc(N)nc2)
c(C(=O)N)c
1

[[1 3 9 30 6 49 14 36 7 13 15 32 6 35 37 33 35 36 39 38 48 9 10 37 47 10 36 38 39 48 9 12 40 47 11 10 38 39 40 11 50 9 47 3 4 5 17 18 19 25 49 51 51 16
50 18 37 24 2 4 25 49 1 3 19 20 28 34 2 28 34 33 7 26 29 6 30 32 26 27 28 29 33 34 30 31 6 32 26 27 28 29 30 31 22 41 42 43 6 31 30 15 13 32 43 48 46 22
45 46 42 44 41 43 12 9 11 47 1 2 26 27 28 3 4 5 17 19] [1310 1275 191 1369 1429 1305 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0] [83 81 12 86 89 83 10 10 10 10 10 10 10 10 10 10 11 11 11 11 11 11 11 11 11 12 12 12 12 12 12 12 12 12 12 13 13 13 13 13 13 13 13
31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86
86 86 86 86 89 89 89 89 89 89 89 89 89 89 131 131 131 131 131 131 131 131 131 131 134 134 134 134 134 134 134 134 134 134] [3 3 3 1 2 4 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [0.9 3.6 1.2 0.8 1.3 3.2 13.61134287 13.61134287 13.61134287 13.61134287
13.61134287 13.61134287 13.61134287 13.61134287 13.61134287 13.61134287 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 14.38469826 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 4.960313001 4.960313001 4.960313001 4.960313001 4.960313001 4.960313001 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888
11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 4.105014401 4.105014401 4.105014401 4.105014401 4.105014401 4.105014401 4.105014401 4.105014401 4.105014401
4.105014401 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 8.227176661 8.227176661
8.227176661 8.227176661 8.227176661 8.227176661 8.227176661 8.227176661 8.227176661 8.227176661 13.56369538 13.56369538 13.56369538 13.56369538
13.56369538 13.56369538 13.56369538 13.56369538 13.56369538 13.56369538 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481
6.636614481 6.636614481 6.636614481 6.636614481]]

56 14
15 30
16 17
18 48

[9 3 3 1
49 49 30
6]



CDK2

OC([N+H2]N
)c1n[nH]c2
c1CC(C(C)(
C)C)CC2

[[2 1 33 33 33 33 33 33 40 38 27 39 20 31 36 37 19 26 6 1 2 3 4 5 8 9 26 27 2 3 1 4 29 30 34 31 33 36 1 2 3 30 33 34 35 4 29 31 33 35 36 37 32 38 28 32
39 15 14 16 17 19 15 14 16 17 12 32 35 1 2 4 12 29 30 15 3 17 5 7 8 10 11 12 14 15 6 17 10 23 14 16 22 24 8 9 11] [1276 1306 1295 1298 1302 1304 1300
1296 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 82 82 82 82 82 82 10 10 10 10 10 10 10 10 10 10 31 31 31 31 31 31 31 31 31 31 82 82 82 82 82 82 82 82 82 82 83 83
83 83 83 83 83 83 83 83 85 85 85 85 85 85 86 86 86 131 131 131 131 131 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144
144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 4 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [5.7 4.8 1.7 1.7 1.7 1.7 1.7 1.7 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 3.631681108
3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 2.4801565 2.4801565 2.4801565 9.031031682 9.031031682 9.031031682 9.031031682 9.031031682
5.920854954 5.920854954 5.920854954 5.920854954 5.920854954 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
10.67303744 10.67303744 10.67303744 10.67303744 10.67303744 10.67303744 10.67303744 10.67303744 10.67303744 10.67303744]]

14 15
44 57
16 17

[2 2 [33
33 33 33
33 33] [33
33 33 33
33 33] 1
1]

CDK2

O=C([N+H]=
[N-
])C=1N=NC=
2C=1CC(CCC
)CC=2

[[7 1 9 10 6 7 8 4 5 19 20 1 26 22 24 20 22 14 18 3 4 5 6 10 13 1 2 3 4 5 11 12 14 20 13 14 22 21 23 13 15 26 16 24 27 12 2 3 11 13 15 11 12 13 14 15 2 3
2 1 3 5 8 7 9 6 1 2 5 7 8 3 4 6 9 8 7 9 9 27 28 29 24 25 30 26 27 28 29 30 17 24 25 26 4 17 28 1 2 3 5 11 12 16 15 30 11 12 13 16 17 23 27 28 15 30 27 21
23 22 24 26 29] [1311 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 83 10 10 10 10 10 10 10 10 10 10
13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 33 33 64 64 64 64 64 64 80 80 80 80 80 80 80 82 82 82 82 82
82 82 82 83 83 83 83 83 83 83 83 83 84 84 84 85 131 131 131 131 131 131 131 132 132 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144
144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145] [3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8] [3.8 3.1 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 1.64200576 1.64200576 1.64200576 1.815840554 6.568023041 6.568023041
6.568023041 6.568023041 6.568023041 6.568023041 6.568023041 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728
5.290834728 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481]]

30 31
16 17

[7 7 1 1]

CDK2

O=C(c1cc2c
(cc1)cccc2
)C1C(N)=NC
(=[N+H]CCC
)S1

[[11 19 18 40 33 35 9 25 32 8 10 6 3 14 33 35 34 32 34 35 36 37 38 34 35 36 37 38 39 27 32 16 13 15 17 18 19 20 21 40 11 40 16 21 22 23 24 25 30 31 15 21
19 20 17 40 20 18 19 11 12 13 17 21 8 10 11 12 13 17 18 19 20 15 21 7 7 12 2 5 1 6 1 2 4 7 5 3 6 1 2 3 4 39 28 29 27 30 31 39 36 37 38 26 29 28 30 31 27
39 4 31 13 14 15 16 17 18 19 20 22 30 31 40 29 21 23 29 31] [1311 1276 1306 529 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0] [83 81 83 33 10 10 10 10 10 10 10 10 10 10 11 11 11 11 12 12 12 12 12 13 13 13 13 13 13 13 13 31 31 31 31 31 31 31 31 31 31 33 33
33 33 33 33 33 33 33 33 64 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 85 85 85 85 85 85 85 86 86 86 86 129
131 131 131 131 131 131 131 131 131 131 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 145 145] [3 3 4 2 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [5.7 4.9 2.5 7.4 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 1.65915362 1.65915362 1.65915362 1.65915362 5.764168021 5.764168021
5.764168021 5.764168021 5.764168021 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 10.29683172 10.29683172 10.29683172 10.29683172 10.29683172
10.29683172 10.29683172 10.29683172 10.29683172 10.29683172 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008
2.87351008 2.87351008 2.87351008 6.157521601 6.157521601 6.157521601 6.157521601 6.157521601 6.157521601 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 9.475828841 9.475828841 9.475828841 9.475828841 1.65915362 10.70733316 10.70733316 10.70733316 10.70733316
10.70733316 10.70733316 10.70733316 10.70733316 10.70733316 10.70733316 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 5.747020161 5.747020161]]

10 11
14 15
30 31
16 17

[40 40 19
19 11 11
18 18]



CDK2

O=[N+]([O-
])c1cc(C(=
O)C2C(N)=N
C(=[N+H]CC
C)S2)ccc1

[[3 22 1 19 35 11 26 34 24 25 20 27 30 31 34 35 36 34 35 36 14 36 14 13 12 34 1 2 3 4 5 6 7 19 8 20 5 7 8 9 10 17 18 19 6 11 5 3 4 2 19 4 1 3 23 2 5 21
22 24 25 1 2 3 4 21 22 23 5 6 28 23 28 29 25 27 27 28 29 32 30 27 28 29 30 32 33 31 32 30 33 29 31 15 16 9 13 14 17 18 15 16 17 18 9 13 6 18 1 2 3 4 5 7
8 9 5 17 18 19 8 16 3 18 15 16 17] [1276 1311 1306 529 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81
83 83 33 10 10 10 10 10 10 10 10 10 10 11 11 11 12 12 12 12 13 13 13 13 13 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 33 33 64 64 64 64 64 82
82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 85 85 85 85 85 86 86 86 86 86 86 86 89 89 89 89 89 131 131 131 131 131 131 131
132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 145 145 145 145] [3 3 4 2 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [5.4 4.8 2.3 7.7 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 1.65915362 1.65915362 1.65915362 5.747020161 5.747020161 5.747020161 5.747020161 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 4.926017281
4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281 4.926017281
4.926017281 4.926017281 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 8.637678101 8.637678101 8.637678101 8.637678101 8.637678101
8.637678101 8.637678101 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 12.34933892 12.34933892 12.34933892 12.34933892 12.34933892 12.34933892
12.34933892 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481
6.978524481 6.978524481 6.978524481]]

10 11
14 15
30 31
16 17

[19 19 3 3
22 22 1 1]

CDK2

S(=O)(=O)(
N)c1ccc(Nc
2sc(C(=O)N
c3cc(F)ccc
3)c(N)n2)c
c1

[[2 6 9 22 1 37 2 15 17 19 21 22 23 24 25 40 4 5 12 16 26 40 34 35 27 28 1 6 7 8 12 13 14 16 36 40 33 35 39 34 31 32 26 29 30 27 7 6 8 36 12 13 16 8 1 6
3 7 13 14 18 2 15 1 2 3 6 8 13 14 7 12 15 3 18 17 19 20 21 17 18 19 20 21 22 37 41 15 23 21 22 23 24 37 41 9 10 11 19 37 11 41 9 10 38 28 27 29 30 25 1 6
7 8 12 13 14 16 36 4 16 36 7 5 12 26 27 28 34 29 31 33 34 26 27 35 36 39 30] [1311 1276 1370 1370 1306 1359 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 86 86 83 86 10 10 10 10 10 10 10 10 10 10 18 18 18 18 18 18 18 18 18 18 31 31
31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 33 33 64 64 64 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84
85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144
144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 1 1 4 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.5 2.3 3.4 1 4.7 3.5 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888
10.74162888 10.74162888 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.4801565 2.4801565 2.4801565 2.4801565 2.4801565
2.4801565 2.4801565 2.4801565 2.4801565 2.4801565 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961
3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 3.631681108
3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 21.36322274 21.36322274 21.36322274
21.36322274 21.36322274 21.36322274 21.36322274 21.36322274 21.36322274 21.36322274 11.13498246 11.13498246 11.13498246 11.13498246 11.13498246
11.13498246 5.290834728 5.290834728 5.290834728 5.290834728 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 6.738061743
6.738061743 6.738061743 6.738061743 6.738061743 6.738061743 6.738061743 6.738061743 6.738061743 6.738061743]]

14 15
30 31
16 17
18 19
41 42
54

[6 6 2 2 1
1 [9 22] 9
37 37 [21
22 23 24
37 41 9 10
11 19]]



CDK2

S(=O)(=O)(
N)c1ccc(Nc
2sc(C(=O)N
c3c(F)cccc
3F)c(N)n2)
cc1

[[7 10 21 25 3 24 16 17 18 4 5 10 13 19 20 21 7 8 1 2 3 4 6 9 12 5 34 35 41 33 31 32 36 37 38 39 9 7 8 12 1 2 6 7 8 2 3 4 9 11 10 17 16 2 3 4 7 8 10 11 1
18 16 11 16 17 14 15 10 18 13 24 14 15 16 17 18 13 23 24 19 21 13 19 21 22 23 24 26 14 25 20 24 27 23 25 26 28 15 40 40 37 39 38 1 2 3 4 5 6 7 8 9 10 6
12 40 37 1 29 30 36 31 37 38 39 12 33 35 36 32 34] [1275 1310 1369 1369 1305 1358 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 86 86 83 86 10 10 10 10 10 10 10 10 10 10 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 33 33 64 64 64 64 64 64
64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89
89 89 89 89 89 89 131 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3
3 1 1 4 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [-1.2 1.7 0.9 7.2 3.8 3.1 10.74162888
10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 4.532663701 4.532663701 4.532663701 4.532663701 4.532663701 4.532663701 4.532663701
4.532663701 4.532663701 4.532663701 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888 11.08353888
11.08353888 11.08353888 11.08353888 11.08353888 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361
7.799527361 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 20.14886628
20.14886628 20.14886628 20.14886628 20.14886628 20.14886628 20.14886628 20.14886628 20.14886628 20.14886628 13.58084324 13.58084324 13.58084324
13.58084324 13.58084324 13.58084324 13.58084324 4.926017281 4.689350634 4.689350634 4.689350634 4.689350634 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 7.952418204 7.952418204 7.952418204 7.952418204 7.952418204 7.952418204 7.952418204 7.952418204 7.952418204 7.952418204]]

30 31
16 17
18 19
41 42
54

[10 10 3 3
[21 25] 25
24 24 [13
19 21 22
23 24 26
14 25 20]]

CDK2

O=[N+]([O-
])c1c(NCCC
[N+H]2CCOC
C2)cc(NCc2
cnccc2)c(C
(=O)N)c1

[[10 17 39 13 39 49 25 48 49 26 24 30 31 32 50 51 16 11 5 6 7 9 10 12 13 4 15 15 14 6 16 4 5 12 10 10 11 12 11 9 10 13 12 18 52 50 51 9 10 11 13 17 18 7
8 21 52 18 21 52 51 19 50 53 20 54 48 19 20 21 51 53 54 55 56 34 19 20 21 54 55 34 38 53 2 29 47 44 46 33 34 40 45 41 43 33 34 47 35 38 36 37 40 44 57 40
46 22 23 28 29 43 27 39 41 17 18 19 20 21 8 5 7 9 10] [1276 1311 1370 1306 1370 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0] [81 83 86 83 86 8 10 10 10 10 10 10 10 10 10 10 13 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 64 64 64 82 82 82 82 82 82 82 82 82
83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 88 88 88 88 88 88 88 88 88 89 89 89
89 89 89 89 89 89 89 131 131 131 131 131 131 131 131 131 131 134 134 134 134 134 134 134 134 134 134] [3 3 1 4 7 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [3.1 1.2 6.5 4 5.930124931 7.799527361 16.48485295 16.48485295 16.48485295 16.48485295 16.48485295
16.48485295 16.48485295 16.48485295 16.48485295 16.48485295 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 6.585170901 6.585170901 6.585170901 6.585170901 6.585170901 6.585170901 6.585170901 6.585170901 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 23.84337924 23.84337924 23.84337924 23.84337924 23.84337924 23.84337924 23.84337924 23.84337924 23.84337924 23.84337924
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.793301414 6.793301414 6.793301414 6.793301414
6.793301414 6.793301414 6.793301414 6.793301414 6.793301414 6.793301414 15.222849 15.222849 15.222849 15.222849 15.222849 15.222849 15.222849 15.222849
15.222849 15.222849 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

14 15
30 16
17 18
19 51
52 54

[10 10 17
13 13 39
39 39 39
[19 20 21
54 55 34
38 53 2
29]]



CDK2

Fc1cc(Nc2s
c(C(=O)c3c
cccc3)c(N)
n2)ccc1

[[4 23 2 31 32 25 1 23 26 27 28 29 33 15 14 16 17 12 13 16 17 18 9 19 7 8 10 14 21 2 3 4 5 6 7 8 20 22 21 17 19 16 18 15 5 4 6 20 3 7 8 6 2 4 3 5 22 24
23 27 25 2 3 4 6 22 23 24 5 7 25 24 27 26 1 28 25 26 27 28 1 25 29 30 31 33 31 29 30 32 33 34 30 13 10 11 12 13 11 12 10 14 15 2 3 7 11 4 5 6 8 20 21 8 9
10 11 20 5 7 18 9 18 20 16 17 19 10 12 13 14] [1276 1311 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0] [81 83 83 10 10 10 10 10 10 10 10 10 10 13 13 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 64 64 64
64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 89 131 131 131 131
132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 4 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [2.5 4.1 4.6 14.6233284 14.6233284 14.6233284 14.6233284
14.6233284 14.6233284 14.6233284 14.6233284 14.6233284 14.6233284 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.694512961
3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 3.694512961 11.08353888 11.08353888 11.08353888
11.08353888 11.08353888 11.08353888 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108
19.72121698 19.72121698 19.72121698 19.72121698 19.72121698 19.72121698 1.65915362 7.799527361 7.799527361 7.799527361 7.799527361 3.631681108
3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 7.165711043 7.165711043
7.165711043 7.165711043 7.165711043 7.165711043 7.165711043 7.165711043 7.165711043 7.165711043]]

14 15
30 31
16 17

[4 4 23 23
2 2]

CDK2

OC(O)c1ccc
(Nc2sc(C(O
)c3cnccc3)
c(N)n2)cc1

[[2 9 5 21 37 1 33 31 30 28 26 31 32 1 26 28 29 30 33 34 35 20 19 21 22 23 12 14 25 6 7 8 13 15 11 4 5 6 7 9 10 12 24 25 23 22 25 21 19 20 10 9 11 24 6 7
12 13 25 2 3 4 5 6 9 11 1 7 10 3 27 26 1 2 28 29 30 36 37 1 3 26 27 28 29 30 36 31 32 30 31 32 33 36 40 28 35 39 34 36 39 40 35 37 38 29 30 18 15 16 17
18 15 16 17 19 20 7 13 16 4 5 6 8 9 10 11 12 13 14 15 16 24 17 7 10 22 13 24 21 22 23 19 20 14 15 17] [1311 1276 1306 529 1427 1344 1344 1344 1344 1344
1344 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 33 89 85 85 85 85
85 85 10 10 10 10 10 10 10 10 10 10 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 64 64 64 64 64 64 64 64 64 83
83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 89 89 131 131 131
131 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3
4 2 2 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [2.1 1.7
3.8 1.7 1.1 0.8 0.8 0.8 0.8 0.8 0.8 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516 12.93367516
12.93367516 1.65915362 1.65915362 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 14.81234756 14.81234756 14.81234756 14.81234756 14.81234756 14.81234756 14.81234756
14.81234756 14.81234756 14.81234756 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 6.636614481 7.799527361
7.799527361 7.799527361 7.799527361 13.72038232 13.72038232 13.72038232 13.72038232 13.72038232 13.72038232 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155]]

10 11
14 15
30 31
16 17
37 48

[21 21 9 9
2 2 5 5 [1
33 31 30
28 26] 37]



CDK2

O=C(N)c1cc
c(Nc2sc(C(
O)c3cnccc3
)c(N)n2)cc
1

[[2 9 5 21 30 31 32 33 35 37 39 26 28 1 20 19 21 8 14 22 23 25 7 12 15 21 24 11 4 5 6 7 9 10 12 24 25 23 22 25 21 19 20 14 2 3 4 5 6 9 11 1 26 27 3 27 26
1 2 28 29 30 26 27 3 1 28 29 30 31 33 35 31 32 33 30 35 37 39 34 38 37 38 39 35 36 18 15 16 17 18 15 16 17 19 20 7 13 16 4 5 6 8 9 10 11 12 13 14 15 16
24 17 18 7 10 13 14 22 23 24 21 17 19 20 15] [1310 1275 1305 526 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0] [83 81 83 33 10 10 10 10 10 10 10 10 10 10 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 83 83 83 83 83 83
83 83 83 83 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 89 89 89 89 89 131 131 131 131 132 132 132 132 132 132 134
134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 4 2 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [3.6 1.7 3.2 1.3 17.22967221 17.22967221 17.22967221 17.22967221 17.22967221 17.22967221
17.22967221 17.22967221 17.22967221 17.22967221 1.65915362 1.65915362 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 17.66870978 17.66870978
17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
9.031031682 9.031031682 9.031031682 9.031031682 8.794365035 8.794365035 8.794365035 8.794365035 8.794365035 8.794365035 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 7.152359275 7.152359275 7.152359275 7.152359275 7.152359275 7.152359275 7.152359275 7.152359275 7.152359275
7.152359275]]

10 14
15 30
31 16
17

[21 9 9 2
2 5 5]

CDK2
OC(c1c(N)n
c(NC(C)C)s
1)c1cnccc1

[[11 18 14 30 4 6 1 5 2 3 11 12 13 17 29 28 30 23 31 32 34 16 17 21 24 30 33 20 13 14 15 16 18 19 21 33 34 32 31 30 28 29 23 26 19 18 20 33 15 16 21 22
34 20 14 18 12 13 15 19 4 11 3 11 12 13 14 15 18 20 3 8 1 3 8 12 1 4 11 2 7 3 7 8 9 1 2 5 10 7 8 9 10 27 24 25 26 27 24 25 26 28 29 8 10 22 25 13 14 15
16 17 18 21 22 23 24 25 33 26 16 19 31 22 23 31 32 33 34 30 24 26 27] [1311 1276 1306 529 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 33 10 10 10 10 10 10 10 10 10 10 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31
33 33 33 33 33 33 33 64 64 64 64 64 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85
85 86 86 86 86 131 131 131 131 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145
145 145 145 145 145 145] [3 3 4 2 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.1 1.6 2.5
11 8.295768101 8.295768101 8.295768101 8.295768101 8.295768101 8.295768101 8.295768101 8.295768101 8.295768101 8.295768101 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.4801565 2.4801565 2.4801565 2.4801565 2.4801565 2.4801565 2.4801565
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 9.031031682 9.031031682 9.031031682 9.031031682 9.031031682 9.031031682 9.031031682 9.031031682
9.031031682 9.031031682 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 8.637678101 8.637678101 8.637678101 8.637678101 7.799527361 7.799527361
7.799527361 7.799527361 8.794365035 8.794365035 8.794365035 8.794365035 8.794365035 8.794365035 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 6.344708163 6.344708163 6.344708163 6.344708163 6.344708163 6.344708163 6.344708163 6.344708163 6.344708163 6.344708163]]

10 11
14 15
30 16
17

[30 30 18
18 11 14
14]



CDK2

O=C(c1c(N)
nc(NC2CCCC
C2)s1)c1cn
ccc1

[[7 10 3 1 5 4 3 2 30 36 33 34 24 29 10 31 11 32 5 16 17 1 6 12 15 18 19 13 8 1 2 3 4 6 7 9 12 5 17 15 16 13 14 9 7 8 12 1 2 6 7 8 3 2 4 9 11 10 33 32 2
3 4 7 8 10 11 27 32 26 11 32 27 10 31 33 39 37 34 35 26 27 32 39 23 25 37 28 34 38 23 25 26 27 28 39 37 38 24 25 23 24 37 38 39 34 35 36 26 22 19 20 21
22 13 19 20 21 14 20 1 2 3 4 5 6 7 8 9 6 12 18 19 20 21 1 9 16 12 16 17 18 15 13 14 19 21 22] [1275 1310 1305 175 175 175 175 175 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 83 10 10 10 10 10 10 10 10 10 10 10 10 10
10 10 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 64 64 64 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83
83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 89 89 89 89 89 89 89 89 89 89 131 131 131 131 132 132 132
132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 4 10 10 10 10 10 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [2.3 3.2 2.2 0.7 0.7 0.7 0.7
0.7 11.55883567 11.55883567 11.55883567 11.55883567 11.55883567 11.55883567 11.55883567 11.55883567 11.55883567 11.55883567 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925
12.7426925 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 2.0525072 6.978524481 6.978524481 6.978524481
6.978524481 7.562860715 7.562860715 7.562860715 7.562860715 7.562860715 7.562860715 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
13.32323264 13.32323264 13.32323264 13.32323264 13.32323264 13.32323264 13.32323264 13.32323264 13.32323264 13.32323264]]

29 14
15 30
31 16
17

[[1 5 4 3
2] 7 7 10
10 3 3]

CDK2

O=[N+]([O-
])c1cc(C(=
O)N)c(NCc2
ccc(O)cc2)
cc1

[[1 3 30 33 34 32 31 23 24 25 26 27 32 21 22 1 3 4 5 7 8 9 16 30 15 33 33 6 34 8 15 3 4 5 4 3 16 30 2 5 22 21 23 24 2 3 4 16 30 1 5 9 10 19 2 19 22 21 17
20 23 24 25 28 17 18 19 20 21 22 28 29 17 18 19 29 28 11 12 1 2 19 18 3 4 5 7 9 10] [1311 1276 1306 529 529 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 33 33 8 10 10 10 10
10 10 10 10 10 10 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84
84 84 84 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 134 134 134 134 134 134 134 134 134 134] [3 3 4 2 2 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.2 3.4 3.5 0.9 1.6 4.105014401
20.35320071 20.35320071 20.35320071 20.35320071 20.35320071 20.35320071 20.35320071 20.35320071 20.35320071 20.35320071 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.585170901 6.585170901 6.585170901 6.585170901 6.585170901 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 17.66870978 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

32 10
11 14
15 30
16 17

[[31 23 24
25 26 27
32 21 22
1] [33 34]
34 3 3 1
30 30]



CDK2

S(=O)(=O)(
N)c1cc(Nc2
sc(C(=O)c3
ccccc3)c(N
)n2)ccc1

[[2 4 1 14 23 21 19 18 16 8 37 19 20 21 22 16 18 14 17 23 32 29 30 31 32 33 34 10 13 15 25 31 35 38 1 4 5 6 10 11 12 13 35 2 34 32 33 31 5 4 6 35 10 11
13 6 1 4 3 5 11 12 2 17 7 1 2 3 4 6 11 12 14 17 16 3 9 17 2 7 14 16 18 36 39 14 16 18 19 20 21 23 36 39 21 22 19 20 23 24 20 36 28 25 26 27 28 26 27 25
29 30 11 26 1 4 5 6 10 12 13 25 13 15 25 26 35 27 28 5 10 33 15 33 35 31 25 27 28 29 30 32] [1311 1276 1306 175 175 175 175 175 175 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 10 10 10 10 10 10 8 10 10 10 10 10 10 10 10 10 10 13
13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 64 64 64 64 64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83
83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 89 89 131 131 131 131 132 132 132 132 132 132 134 134 134 134 134 134
134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145 145 145 145 145] [3 3 4 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [4.3 2.4 3.7 0.6 0.6 0.6 0.6 0.6 0.6 4.926017281 18.22450988 18.22450988
18.22450988 18.22450988 18.22450988 18.22450988 18.22450988 18.22450988 18.22450988 18.22450988 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 9.031031682
9.031031682 9.031031682 9.031031682 9.031031682 9.031031682 9.031031682 9.031031682 9.031031682 9.031031682 17.65156192 17.65156192 17.65156192
17.65156192 17.65156192 17.65156192 17.65156192 17.65156192 17.65156192 17.65156192 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 19.72121698 19.72121698 19.72121698 19.72121698 19.72121698 19.72121698 4.532663701 4.532663701
7.799527361 7.799527361 7.799527361 7.799527361 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 8.397215364 8.397215364 8.397215364 8.397215364 8.397215364 8.397215364 8.397215364 8.397215364 8.397215364
8.397215364]]

29 14
15 30
31 16
17

[[14 23 21
19 18 16]
4 4 2 2 1
1]

CDK2

O=[N+]([O-
])c1c(NCCC
CCC)cc(NCc
2cnccc2)c(
C(=O)N)c1

[[1 3 50 26 32 39 25 26 45 31 34 35 37 28 31 32 33 34 35 37 39 41 49 36 35 34 41 33 35 31 51 36 3 4 5 10 11 12 18 50 2 13 52 9 51 4 3 18 50 2 5 24 6 23 1
2 3 4 18 50 1 5 12 13 21 2 21 24 23 6 19 22 25 27 29 19 21 22 23 24 20 27 29 30 19 20 21 30 29 15 38 42 44 28 8 42 36 2 21 20 1 3 4 5 10 12 13 51] [1311
1276 1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 81 83 8 10 10 10 10 10 10 10 10 10 10 11 11 11 11 11 11 11 11 11 11 12 12 12 13 13
13 13 13 31 31 31 31 31 31 31 31 31 31 33 33 33 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85
85 85 85 85 86 86 86 86 86 86 86 86 86 86 131 131 131 134 134 134 134 134 134 134 134 134 134 145] [3 3 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8] [1.3 4 4.1 4.926017281 26.33688751 26.33688751 26.33688751 26.33688751 26.33688751 26.33688751 26.33688751 26.33688751 26.33688751 26.33688751
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 27.1102429 27.1102429 27.1102429 27.1102429 27.1102429 27.1102429 27.1102429 27.1102429
27.1102429 27.1102429 11.51118818 11.51118818 11.51118818 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 7.799527361]]

32 14
15 30
16 17
54

[[32 39 25
26 45 31
34 35 37
28] 3 3 1
50 50 [19
20 21 30
29 15 38
42 44 28]]



CDK2

O=[N+]([O-
])c1c(NCCC
C(=O)[O-
])cc(NCc2c
nccc2)c(C(
=O)N)c1

[[1 3 29 41 44 6 25 27 29 22 23 6 25 26 36 8 23 24 7 13 14 36 8 34 38 42 42 45 38 4 3 5 10 11 12 18 41 17 44 44 11 9 45 10 17 4 3 18 41 2 5 24 6 23 1 1 2
3 4 18 41 12 13 21 24 2 21 24 23 6 19 22 29 25 27 19 20 21 22 23 24 29 30 6 25 19 20 21 22 29 30 27 28 15 33 43 28 30 35 27 29 25 26 34 36 40 32 39 33 31
34 35 37 38 40 43 20 1 2 19 21 13 3 4 5 10] [1310 1275 1369 1305 523 171 171 171 171 171 171 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0] [83 81 86 83 33 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 10 11 11 11 11 11 12 13 13 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33
82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 88
89 89 89 89 89 89 89 89 89 89 131 131 131 131 131 131 131 131 131 131 134 134 134 134 134 134 134 134 134 134] [3 3 1 4 2 10 10 10 10 10 10 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1 3.3 0.9 4 0.9 0.8 0.8 0.8 0.8 0.8 0.8 13.7680298 13.7680298 13.7680298 13.7680298
13.7680298 13.7680298 13.7680298 13.7680298 13.7680298 13.7680298 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.4801565 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 8.620530241 8.620530241 8.620530241
8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 8.620530241 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925
12.7426925 12.7426925 1.65915362 15.20570114 15.20570114 15.20570114 15.20570114 15.20570114 15.20570114 15.20570114 15.20570114 15.20570114 15.20570114
12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 12.7426925 4.977460861 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861]]

29 10
14 15
30 16
17 18

[[6 25 27
29 22 23]
44 3 3 1
41 41 29]

CDK2

S(=O)(=O)(
N)c1ccc(Nc
2sc(C(=O)c
3cc(N)ccc3
)c(N)n2)cc
1

[[2 4 7 10 30 1 38 16 35 36 2 28 29 30 31 32 40 24 21 22 23 9 19 21 22 17 18 20 40 13 23 25 1 4 5 6 13 14 15 17 37 40 20 22 19 21 23 24 5 4 6 37 13 14 17
6 1 4 3 5 14 15 2 36 16 1 2 3 4 6 14 15 16 35 36 3 36 33 34 35 2 16 32 38 39 32 33 34 35 36 38 41 16 28 30 11 30 31 32 38 41 10 12 28 33 38 12 41 10 11
39 34 8 7 9 25 27 7 8 9 25 26 27 23 24 27 1 4 5 6 13 14 15 17 26 17 18 26 27 37 8 25 5 13 19 18 19 20 37 21 22 7 23 24 25] [1311 1276 2107 1370 1370 1306
1359 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83
81 131 86 86 83 86 10 10 10 10 10 10 10 10 10 10 13 13 13 13 13 18 18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 64 64 64 64
64 64 64 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86
86 86 89 89 89 89 89 89 89 131 131 131 131 131 132 132 132 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144
144 144 145 145 145 145 145 145 145 145 145 145] [3 3 3 1 1 4 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [0.8 2.4 0.9 5.6 1 3.4 3.8 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888 10.74162888
10.74162888 10.74162888 10.74162888 10.74162888 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 11.90454176 11.90454176
11.90454176 11.90454176 11.90454176 11.90454176 11.90454176 11.90454176 11.90454176 11.90454176 7.799527361 7.799527361 7.799527361 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 1.815840554 21.36322274 21.36322274 21.36322274 21.36322274 21.36322274 21.36322274 21.36322274 21.36322274
21.36322274 21.36322274 14.00849254 14.00849254 14.00849254 14.00849254 14.00849254 14.00849254 14.00849254 7.799527361 7.799527361 7.799527361
7.799527361 7.799527361 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155 7.973362155 4.977460861 4.977460861
4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 6.365652114 6.365652114 6.365652114 6.365652114 6.365652114 6.365652114 6.365652114 6.365652114
6.365652114 6.365652114]]

14 15
30 16
17 18
19 41
42 54
24

[4 4 2 1 1
[10 30] 10
38 38 [11
30 31 32
38 41 10
12 28 33]
7]



CDK2

Clc1sc(C(=
O)c2c(N)nc
(NCCC)s2)c
c1

[[4 13 25 2 10 24 16 30 15 17 18 20 21 11 22 28 28 1 26 27 2 3 4 5 6 7 12 10 11 13 8 9 10 25 5 7 29 30 26 1 6 2 4 14 3 5 12 13 20 15 2 3 4 6 12 13 14 5 7
18 14 19 18 20 13 15 21 23 22 18 19 22 17 21 23 22 17 1 26 9 25 27 28 29 1 25 26 9 27 2 3 4 7 5 6 8 10 11 12 5 10 25 8 9 25 1 26] [1275 1310 2330 1305
529 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 145 83 33 10 10 10 10 10 10 10 10 10 10 12 13 13 13 13 31 31 31 31 31 31 31 31 31 31 33 33
33 33 33 33 33 33 33 33 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 86 86 131 131 131 131
131 131 131 132 132 132 132 132 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 145 145 145] [3 3 1 4 2 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8] [1.8 2.9 0.2 3.3 10.5 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861 4.977460861
4.977460861 4.926017281 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521 8.244324521
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.87351008 2.87351008 2.87351008 2.87351008
2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361
7.799527361 7.799527361 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.65915362 1.65915362 14.40184612 14.40184612 14.40184612
14.40184612 14.40184612 14.40184612 14.40184612 5.290834728 5.290834728 5.290834728 5.290834728 5.290834728 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481
6.978524481]]

10 11
14 15
30 31
16 17

[10 10 4 4
13 13 2 2]

CDK2

O=C([O-
])c1ccc(Nc
2nc(Nc3ccc
cc3)ccn2)c
c1

[[12 15 35 35 36 1 10 8 7 5 3 11 23 8 1 3 4 5 7 9 10 25 26 23 22 24 27 28 18 20 21 14 15 16 17 18 19 20 21 25 26 27 28 25 26 29 30 31 32 16 17 19 18 16
17 15 18 17 13 15 16 12 14 6 5 7 3 12 13 14 15 16 17 18 21 5 6 6 13 5 3 4 7 1 3 4 5 6 7 13 12 1 8 10 1 8 9 10 11 2 3 35 36 23 36 2 35 1 4 34 23 31 32 33
34 32 31 33 29 30 15 9 14 16 17 18 19 20 21 22 19 24 29 31 32 33 34 25 27 30] [1311 1306 1430 1430 1430 1344 1344 1344 1344 1344 1344 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [83 83 89 89 89 85 85 85 85 85 85 10 10 10 10 10 10 10 10 10 10 18
18 18 18 18 18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 64 64 64 64 81 81 81 81 82 82 82 82 82 82 82 82 82 82 83 83 83 83 83 83
83 83 83 83 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86 86 86 86 86 86 86 86 86 89 89 89 89 89 131 131 131 131 131 132 132 132 132 132 132
134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144] [3 4 2 7 7 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [2.7 5.2 12 3.883826586 2.217423318 0.7 0.7 0.7 0.7 0.7 0.7 13.61134287 13.61134287
13.61134287 13.61134287 13.61134287 13.61134287 13.61134287 13.61134287 13.61134287 13.61134287 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 2.4801565 2.4801565 2.4801565 2.4801565 2.4801565 2.4801565 2.4801565 2.4801565 1.65915362 1.65915362 1.65915362 1.65915362 2.0525072
2.0525072 2.0525072 2.0525072 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 3.284011521
3.284011521 3.284011521 3.284011521 3.284011521 3.284011521 3.284011521 3.284011521 3.284011521 3.284011521 7.799527361 7.799527361 7.799527361
7.799527361 7.799527361 7.799527361 7.799527361 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108 3.631681108
3.631681108 3.631681108 8.654825961 8.654825961 8.654825961 8.654825961 8.654825961 8.654825961 8.654825961 8.654825961 8.654825961 8.654825961
5.353666581 5.353666581 5.353666581 5.353666581 5.353666581 9.852034562 9.852034562 9.852034562 9.852034562 9.852034562 6.157521601 6.157521601
6.157521601 6.157521601 6.157521601 6.157521601 5.134147794 5.134147794 5.134147794 5.134147794 5.134147794 5.134147794 5.134147794 5.134147794
5.134147794 5.134147794 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362]]

30 31
16 17
37 48
49 58
59

[12 12 15
15 [1 10 8
7 5 3] 35
35 [35 36]
35]

CDK2

S(=O)(=O)(
N)c1ccc(NN
C2C(=O)NC(
=O)C=C2)cc
1

[[3 1 25 28 14 15 17 31 32 12 13 16 18 19 4 1 2 3 5 6 7 11 12 9 1 2 4 16 3 11 15 31 32 13 32 29 30 31 22 23 25 26 28 29 30 31 32 22 23 28 20 24 25 20 21
22 23 28 29 18 24 25 30 28 23 24 25 26 27 22 11 1 2 3 4 5 7 9 10 12 5 6 7 8 3 9 10 8 6 7 9 10] [1275 1305 1429 1358 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 83 89 86
10 10 10 10 10 10 10 10 10 10 31 31 31 31 31 31 31 31 31 31 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 85 86 86
86 86 86 86 86 86 86 86 89 89 89 89 89 89 89 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 145 145 145 145 145] [3 4 2 4 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8] [6.2 3 1.1 3.5 12.38363464 12.38363464 12.38363464 12.38363464 12.38363464 12.38363464 12.38363464 12.38363464 12.38363464 12.38363464
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 2.87351008 2.87351008 2.87351008 2.87351008
2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 2.87351008 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361 7.799527361
7.799527361 7.799527361 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
16.04385188 16.04385188 16.04385188 16.04385188 16.04385188 16.04385188 16.04385188 16.04385188 16.04385188 16.04385188 14.00849254 14.00849254
14.00849254 14.00849254 14.00849254 14.00849254 14.00849254 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 10.44972256 10.44972256 10.44972256 10.44972256
10.44972256]]

14 15
16 17
41 42
48

[3 3 1 1
28 28 25]



CDK2

S(=O)(=O)(
N)c1ccc(N=
NC2C(=O)Nc
3c2cc(C(=O
)[O-
])cc3)cc1

[[3 12 4 7 10 10 13 13 16 18 24 23 21 20 19 18 24 23 21 20 19 25 26 35 36 6 9 11 15 8 10 23 34 14 15 21 24 13 16 22 9 10 12 14 15 17 18 19 24 27 32 13 22
16 20 21 33 10 12 17 27 8 31 5 6 11 30 31 8 30 5 2 4 7 5 8 30 31 1 2 7 4 26 1 2 5 7 26 36 25 29 35 3 1 3 7 29 4 28 14 6 9 10 12 17 18 19 23 24 19 20 21
22 23 33 13 16 18 24 13 16 20 21 22 33] [1361 1269 1415 1354 1282 1301 524 524 524 276 276 276 276 276 276 2309 2309 2309 2309 2309 2309 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0
0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [86 81 89 86 82 83 33 33 33 18 18 18 18 18 18 144 144 144 144 144 144 10 10 10 10 10 10 10 10 10 10 18 18 18 18 18
18 18 18 18 18 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 83 83 83 83 83 83 83 83 83 83 84 84 84 84 84 84 84 85 85 85 85 85 85 85 85 85 86 86 86 86
86 86 86 86 86 86 89 89 89 89 89 89 134 134 134 134 134 134 134 134 134 134 144 144 144 144 144 144 144 144 144 144 145 145 145 145 145 145] [1 3 2 4 4 4
2 7 7 10 10 10 10 10 10 10 10 10 10 10 10 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8
8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [1.1 5.5 0.6 3.2 0.7 3.7 15.6 6.732197937 0.7321746892
0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 0.6 14.59282878 14.59282878 14.59282878 14.59282878 14.59282878 14.59282878 14.59282878 14.59282878
14.59282878 14.59282878 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 4.13931012 4.13931012 4.13931012 4.13931012 4.13931012
4.13931012 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 6.978524481 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554 1.815840554
1.815840554 1.815840554 1.815840554 16.86485476 16.86485476 16.86485476 16.86485476 16.86485476 16.86485476 16.86485476 16.86485476 16.86485476
16.86485476 9.903478141 9.903478141 9.903478141 9.903478141 9.903478141 9.903478141 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724
2.869713989 2.869713989 2.869713989 2.869713989 2.869713989 2.869713989]]

8 10 11
12 13
14 15
50 16
17 18
41 42
48 60

[[18 24 23
21 20 19]
13 13 [13
16] 13 12
12 10 10
10 3 7 7 4
[18 24 23
21 20 19]]

CDK2
O(C)c1ncnc
2[nH]cnc12

[[5 2 8 17 11 13 14 15 16 9 10 12 8 1 2 3 5 6 7 8 9 12 4 2 4 3 1 12 13 5 7 14 15 4 3 5 6 2 7 5 6 7 8 9 10 1 11 1 2 3 5 6 7 8 9 11 12 4 2 3] [1276 529
1306 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0 0] [81 33 83 10 10 10 10 10 10 10 10
10 10 31 31 31 31 31 31 31 31 31 31 33 33 33 33 33 33 33 33 33 33 64 64 64 64 64 64 83 83 83 83 83 83 83 83 134 134 134 134 134 134 134 134 134 134 144
144 144] [3 2 4 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8 8] [6.5 7.9 2.6
3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 3.31830724 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 5.764168021 5.764168021 5.764168021 5.764168021 5.764168021 5.764168021 5.764168021
5.764168021 5.764168021 5.764168021 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 6.978524481 6.978524481 6.978524481 6.978524481
6.978524481 6.978524481 6.978524481 6.978524481 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362 1.65915362
1.65915362 1.65915362 1.65915362 1.65915362]]

10 11
14 15
16 17

[2 2 5 5 8
8]


