Table S1: List of PDB structures selected for EGFR (T790M) along with their resolution.
	PDB ID
	Resolution 

	5HG7
	1.85 Å

	3W2P
	2.05 Å

	3W2R
	2.05 Å

	4I24
	1.8 Å

	5HG5
	1.52 Å

	5HG8
	1.42 Å



Table S2: List of PDB structures selected for cMET along with their resolution.
	PDB ID
	Resolution 

	2WGJ
	2.0 Å

	3CCN
	1.9 Å

	3CD8
	2.0 Å

	3DKF
	1.8 Å

	3DKG
	1.91 Å

	3I5N
	2.0 Å

	3QTI
	2.0 Å

	3U6H
	2.0 Å

	5EYD
	1.85 Å

	1R0P
	1.7 Å

	3F66
	1.4 Å



Table S3: RMSD values obtained after Cross-docking for the selection of PDB for EGFR (T790M)

	PDB ID
	5HG7
	5HG8
	3W2P
	3W2R
	4I24
	5HG5

	Ligand
	
	
	
	
	
	

	5HG7
	 -
	 -
	7.03
	 -
	13.69
	 -

	5HG8
	15.85
	 -
	 -
	16.8
	 - 
	 -

	3W2P
	9.35
	 -
	1.49
	 -
	8.31
	 -

	3W2R
	 -
	 -
	 - 
	6.304
	 -
	 -

	4I24
	7.94
	 -
	5.68
	 -
	0.93
	 -

	5HG5
	 -
	 -
	 -
	 -
	 -
	 -

	Average
	11.04
	 -
	4.73
	10.20
	7.64
	 -


* average RMSD value showed best fitting for PDB ID:3W2P, which is selected for further study.


Table S4: RMSD values obtained after Cross-docking for the selection of PDB for cMET

	PDB ID
	2WGJ
	3CCN
	3CD8
	3DKF
	3DKG
	3F66
	3I5N
	3QTI
	3U6H
	5EYD
	1R0P

	Ligand
	
	
	
	
	
	
	
	
	
	
	

	2WGJ
	0.77
	8.2
	 0.89
	1.08
	1.51
	-
	0.84
	2.42
	11.37
	0.84
	9.09

	3CCN
	1.02
	0.61
	5.71
	0.52
	0.95
	-
	1.37
	0.47
	6.91
	1.59
	3.11

	3CD8
	0.90
	5.79
	1.83
	0.68
	2.31
	7.27
	0.62
	0.79
	6.71
	0.63
	5.99

	3DKF
	7.5
	7.64
	5.60
	4.82
	5.76
	5.37
	7.78
	6.64
	8.13
	5.70
	9.66

	[bookmark: _GoBack]3DKG
	4.03
	5.29
	7.27
	5.25
	-
	2.67
	8.74
	7.21
	-
	6.88
	9.11

	3F66
	10.35
	9.00
	7.71
	3.98
	6.07
	-
	7.67
	8.25
	12.07
	7.66
	11.49

	3I5N
	2.95
	2.39
	0.83
	0.88
	1.81
	-
	0.60
	5.66
	7.29
	3.88
	5.89

	3QTI
	 -
	-
	7.06
	-
	7.16
	-
	-
	-
	7.99
	10.72
	-

	3U6H
	10.49
	-
	11.48
	10.7
	10.99
	-
	11.86
	13.27
	1.92
	15.19
	15.91

	5EYD
	0.89
	0.83
	0.96
	0.94
	1.40
	-
	0.96
	0.86
	7.82
	0.61
	7.35

	1R0P
	5.70
	8.26
	3.47
	4.49
	4.07
	-
	5.84
	5.85
	6.01
	5.90
	0.26

	Average
	4.46
	4.51
	4.61
	3.33
	4.20
	-
	4.62
	5.12
	7.62
	5.42
	7.78


* average RMSD value showed best fitting for PDB ID:3DKF, which is selected for further study.
Spectral data:
Spectral information:
((Z)-2-(1-((4-(4-bromophenyl)-6-(4-chlorophenyl)pyrimidin-2-yl)imino)ethyl)phenol (5a) Cream white solid, Yield: 33.4%, mp: 175-177oC, Rf 0.41, IR (ν cm-1) 3467 (OH), 2919 (=C-H), 1660 (C=N), 1633 (C=N), 1590 (C=N), 797 (C-Br), 1H NMR (400 MHz, CDCl3) δ (ppm): 8.21 (s, OH), 8.07-8.05 (m, 2H), 8.00-7.97 (m, 3H), 7.93-7.91 (dd, J13 = 6.8 Hz, J12 = 1.6 Hz, 1H), 7.73 (s, 1H), 7.67-7.65 (m, 2H), 7.63-7.61 (d, J = 7.6 Hz, 1H), 7.51-7.49 (m, 2H), 7.47-7.45 (dd, J13 = 6.8 Hz, J = 1.6 Hz, 1H), 2.7 (s, 3H); 13C NMR (100 MHz, CDCl3) 169.55, 164.09, 164.02, 158.07, 148.57, 136.15, 135.39, 134.98, 131.64, 129.19, 128.97, 128.70, 124.97, 106.93, 25.05; MS (+ESI): m/z 480.23 (M+H)+  
(Z)-N-benzylidene-4-(4-bromophenyl)-6-(4-chlorophenyl)pyrimidin-2-amine (5b) Light Yellow solid, yield: 40.6%, mp: 170-172oC, Rf 0.45, IR (ν cm-1) 3064 (=C-H), 1665 (C=N), 1638 (C=N), 1592 (C=N), 783 (C-Br), 1H NMR (400 MHz, CDCl3) δ (ppm): 8.01-7.99 (m, 1H), 7.95-7.93 (dd, J13 = 6.4 Hz J12 = 1.6 Hz, 1H), 7.64-7.62 (d, J = 8Hz, 1H), 7.48-7.46 (m, 2H), 7.39 (s, 1H), 7.32-7.29 (m, 4H), 7.26-7.24 (m, 1H), 7.15-7.13 (d, J = 7.2 Hz, 4H); 13C NMR (100 MHz, CDCl3) δ (ppm): 169.52, 164.11, 164.05, 158.08, 136.16, 135.41, 135.01, 131.63, 129.19, 128.97, 128.69, 124.96, 106.23; MS (+ESI): m/z 450.86 (M+H)+ 
(Z)-N-(1-(4-aminophenyl)ethylidene)-4-(4-bromophenyl)-6-(4-chlorophenyl)pyrimidin-2-amine (5c) light brown solid, yield: 34.1%, mp: 175-177oC, Rf 0.40, IR (ν cm-1) 3306 (NH2), 3019 (=C-H), 1672 (C=N), 1642 (C=N), 1596 (C=N), 787 (C-Br), 1H NMR (400 MHz, CDCl3) δ (ppm) 8.07-8.05 (m, 2H), 8.00-7.98 (m, 3H), 7.93-7.91 (d, J = 8Hz, 1H), 7.74 (s, 1H), 7.68-7.66 (dd, J13 = 7.2 Hz , J12 = 1.6 Hz, 2H), 7.63-7.61 (d, J = 8Hz, 1H), 7.52-7.50 (m, 2H), 7.47-7.45 (d, J = 8Hz, 1H); 13C NMR (100 MHz, CDCl3) δ (ppm) 169.09, 164.17, 164.11, 158.03, 136.28, 135.35, 134.92, 131.51, 128.95, 128.73, 128.58, 124.96, 106.77, 25.04; MS (+ESI): m/z 479.21 (M+H)+ 
(Z)-4-(((4-(4-bromophenyl)-6-(4-chlorophenyl)pyrimidin-2-yl)imino)methyl)phenol (5d) Off-white solid, yield: 45.8%, mp: 185-187oC, Rf 0.48, IR (ν cm-1) 3309 (OH), 2954 (=C-H), 1661 (C=N), 1632 (C=N), 1590 (C=N), 797 (C-Br), 785 (C-Cl), 1H NMR (400 MHz, CDCl3) δ (ppm): 10.29 (s, OH), 8.28-8.26 (d, J = 8 Hz, 2H), 8.21-8.19 (d, J = 8 Hz, 2H), 8.08 (s, 1H), 7.95-7.91 (m, 4H), 7.69-7.67 (d, J = 8 Hz, 2H), 7.53-7.51 (m, 3H); 13C NMR (100 MHz, CDCl3) 169.58, 164.10, 164.04, 158.07, 148.77, 136.18, 135.39, 134.98, 131.59, 129.13, 128.91, 128.65, 124.95, 106.88; MS (+ESI): m/z 468.01 (M+H)+  
(Z)-4-(1-((4-(4-bromophenyl)-6-(4-chlorophenyl)pyrimidin-2-yl)imino)ethyl)benzene-1,3-diol (5e) Off-white solid, yield: 35.8%, mp: 180-182oC, Rf 0.45, IR (ν cm-1) 3307 (OH), 3088 (=C-H), 1661 (C=N), 1636 (C=N), 1589 (C=N), 803 (C-Cl); 1H NMR (400 MHz, CDCl3) δ (ppm): 10.34 (s, OH), 8.29-8.27 (d, J = 8 Hz, 2H), 8.22-8.19 (m, 3H), 8.10 (s, 1H), 7.69-7.66 (m, 3H), 7.54-7.51 (m, 3H) 2.43 (s, 3H); 13C NMR (100 MHz, CDCl3) 169.95, 164.19, 164.14, 157.99, 148.77, 148.87, 136.30, 135.31, 134.87, 131.52, 128.91, 128.69, 128.57, 128.33, 124.96, 106.74, 25.00; MS (+ESI): m/z 498.85 (M+H)+  
(Z)-4-(4-bromophenyl)-6-(4-chlorophenyl)-N-(1-(4-nitrophenyl)ethylidene)pyrimidin-2-amine (5f) Off-white solid, yield: 37.8%, mp: 182-184oC, Rf 0.52, IR (ν cm-1) 3064 (=C-H), 1673 (C=N), 1661 (C=N), 1631 (C=N) 1593 (C=N), 824 (C-Cl); 1H NMR (400 MHz, CDCl3) δ (ppm): 8.36-8.34 (d, J = 8 Hz, 2H), 8.29-8.26 (m, 3H), 8.23-8.21 (d, J = 8 Hz, 1H), 8.17-8.15 (d, J = 8 Hz, 1H), 7.73-7.71 (d, J = 8 Hz, 2H), 7.68-7.66 (m, 1H), 7.59-7.57 (d, J = 8 Hz, 1H), 7.53-7.51 (d, J = 8 Hz, 1H) 2.37 (s, 3H); 13C NMR (100 MHz, CDCl3) δ (ppm) 169.49, 164.11, 164.05, 158.08, 136.16, 135.97, 135.41, 135.01, 131.63, 131.37, 129.18, 128.97, 128.83, 128.68, 128.58, 128.44, 124.96, 106.96, 25.04; MS (+ESI): m/z 530.99 (M+Na)+ 
(Z)-4-(4-bromophenyl)-N-(4-chlorobenzylidene)-6-(4-chlorophenyl)pyrimidin-2-amine (5g) Off-white solid, yield: 42.6%, mp: 183-185oC, Rf 0.37; IR (ν cm-1) 3192 (=C-H), 1669 (C=N), 1662 (C=N), 1633 (C=N), 1582 (C=N) 819 (C-Br); 1H NMR (400 MHz, CDCl3) δ (ppm): 8.34-8.31 (m, 3H), 8.27-8.25 (d, J = 8 Hz, 2H), 8.20-8.18 (m, 2H), 8.14-8.12 (m, 1H), 7.71-7.69 (d, J = 8 Hz, 2H), 7.66-7.63 (m, 1H), 7.56-7.54 (d, J = 8 Hz, 2H), 7.51-7.49 (d, J = 8 Hz, 1H); 13C NMR (100 MHz, CDCl3) δ (ppm): 169.37, 164.15, 164.09, 158.06, 136.22, 135.38, 134.96, 131.57, 131.33, 129.08, 128.86, 128.73, 128.63, 128.48, 128.38, 128.24, 124.95, 106.86; MS (+ESI): m/z 485.50 (M+H)+ 
(Z)-4-(4-bromophenyl)-N-(1-(4-bromophenyl)ethylidene)-6-(4-chlorophenyl)pyrimidin-2-amine (5h) White solid, yield: 31.2%, mp: 180-182oC, Rf 0.34, IR (ν cm-1) 2922 (=C-H), 1667 (C=N), 1660 (C=N), 1636 (C=N), 1589 (C=N), 819 (C-Br), 1H NMR (400 MHz, CDCl3) δ (ppm): 8.23-8.21 (d, J = 8 Hz, 2H), 8.16-8.14 (d, J = 8 Hz, 2H), 8.06 (s, 1H), 7.97-7.93 (m, 2H), 7.64-7.58 (m, 3H), 7.49-7.43 (m, 3H), ; 13C NMR (100 MHz, CDCl3) δ (ppm): 169.34, 164.12, 164.03, 158.14, 136.26, 136.14, 135.43, 135.21, 131.73, 131.26, 129.10, 128.93, 128.87, 128.69, 128.63, 128.57, 124.86, 106.96, 25.14; MS (+ESI): m/z 573.91 (M+Na)+
(Z)-2-(1-((4-(4-bromophenyl)-6-(4-chlorophenyl)pyrimidin-2-yl)imino)ethyl)benzene-1,3,5-triol (5i) White solid, yield: 42.5%, mp: 176-178oC, Rf 0.38, IR (ν cm-1) 3309 (OH), 2921 (=C-H), 1673 (C=N), 1661 (C=N), 1631 (C=N), 1593 (C=N), 822 (C-Br), 1H NMR (400 MHz, CDCl3) δ (ppm): 10.44 (s, OH), 8.32-8.30 (d, J = 8 Hz, 2H), 8.25-8.23 (d, J = 8 Hz, 2H), 8.13-8.09 (m, 1H), 7.70-7.68 (d, J = 8 Hz, 2H), 7.65-7.61 (m, 1H) 7.55-7.53 (d, J = 8 Hz, 2H) 2.40 (s, 3H); 13C NMR (100 MHz, CDCl3) 169.78, 164.16, 164.10, 163.89, 163.77, 158.03, 136.31, 136.25, 135.88, 135.45, 135.35, 134.93, 131.54, 131.30, 129.01, 128.80, 128.67, 128.59, 128.42, 124.95, 106.74, 101.65, 25.02; MS (+ESI): m/z 515.49 (M+Li)+

Compound 5a: 
1. 1H NMR
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2. 13C NMR
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Compound 5c: 
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Compound 5f: 
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Compound 5g: 
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 Compound 5i: 
1. 1H NMR
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In-vitro data:
Compound 5a: 1. cMET
[image: E:\study\activity\ic50_values\fk\fk-2_cmet\Data 1.tif]
2. EGFR (L858R)
[image: E:\study\activity\ic50_values\fk\fk-2_egfr(l858r)\Data 1.tif]
3. EGFR (T790M)
[image: E:\study\activity\ic50_values\fk\fk-2_egfr(t790m)\Data 1.tif]


Compound 5b: 1. cMET
[image: E:\study\activity\ic50_values\fk\fk-3_cmet\Data 1.tif]
2. EGFR (L858R)
[image: E:\study\activity\ic50_values\fk\fk-3_egfr(l858r)\Data 1.tif]
3. EGFR (T790M)
[image: E:\study\activity\ic50_values\fk\fk-3_egfr(t790m)\Data 1.tif]



Compound 5c: 1. cMET
[image: E:\study\activity\ic50_values\fk\fk-5_cmet\Data 1.tif]
2. EGFR (L858R)
[image: E:\study\activity\ic50_values\fk\fk-5_egfr(l858r)\Data 1.tif]
3. EGFR (T790M)
[image: E:\study\activity\ic50_values\fk\fk-5_egfr(t790m)\Data 1.tif]



Compound 5d: 1. cMET
[image: E:\study\activity\ic50_values\fk\fk-6_cmet\Data 1.tif]
2. EGFR (L858R)
[image: E:\study\activity\ic50_values\fk\fk-6_egfr(l858r)\Data 1.tif]
3. EGFR (T790M)
[image: E:\study\activity\ic50_values\fk\fk-6_egfr(t790m)\Data 1.tif]


Compound 5e: 1. cMET
[image: E:\study\activity\ic50_values\fk\fk-7_cmet\Data 1.tif]
2. EGFR (L858R)
[image: E:\study\activity\ic50_values\fk\fk-7_egfr(l858r)\Data 1.tif]
3. EGFR (T790M)
[image: E:\study\activity\ic50_values\fk\fk-7_egfr(t790m)\Data 1.tif]


Compound 5f: 1. cMET
[image: E:\study\activity\ic50_values\fk\fk-8_cmet\Data 1.tif]
2. EGFR (L858R)
[image: E:\study\activity\ic50_values\fk\fk-8_egfr(l858r)\Data 1.tif]
3. EGFR (T790M)
[image: E:\study\activity\ic50_values\fk\fk-8_egfr(t790m)\Data 1.tif]



Compound 5g: 1. cMET
[image: E:\study\activity\ic50_values\fk\fk-9_cmet\Data 1.tif]
2. EGFR (L858R)
[image: E:\study\activity\ic50_values\fk\fk-9_egfr(l858r)\Data 1.tif]
3. EGFR (T790M)
[image: E:\study\activity\ic50_values\fk\fk-9_egfr(t790m)\Data 1.tif]


Compound 5h: 1. cMET
[image: E:\study\activity\ic50_values\fk\fk-10_cmet\Data 1.tif]
2. EGFR (L858R)
[image: E:\study\activity\ic50_values\fk\fk-10_egfr(l858r)\Data 1.tif]
3. EGFR (T790M)
[image: E:\study\activity\ic50_values\fk\fk-10_egfr(t790m)\Data 1.tif]

Compound 5i: 1. cMET
[image: E:\study\activity\ic50_values\fk\fk-11_cmet\Data 1.tif]
2. EGFR (L858R)
[image: E:\study\activity\ic50_values\fk\fk-11_egfr(l858r)\Data 1.tif]
3. EGFR (T790M)
[image: E:\study\activity\ic50_values\fk\fk-11_egfr(t790m)\Data 1.tif]
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AQ            1.1010548 sec

RG                 1030

DW               16.800 usec

DE                 6.00 usec

TE                295.7 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK5

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK5

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com
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Test Name       :  D MASS-1
XEVO G2-XS QTOFSample Name  : FK-5


m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000


%


0


100
 281117-FK-5 7 (0.128) Cm (6:9)  1: TOF MS ES+ 


 3.78e8361.98


359.98


282.07


265.04
229.07176.06


284.07


285.07


363.97


403.99


401.99


405.98
590.12


406.99
510.22 551.34


701.47683.41 727.44
769.45


944.48830.36 864.27
999.50
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image9.emf
11 10 9 8 7 6 5 4 3 2 1 0 ppm

0.0002 0.0020 1.2333 1.2350 1.2503 2.0100 2.4513 2.5744 3.4867 7.5194 7.5398 7.6727 7.6927 7.9510 7.9524 8.0832 8.1943 8.2150 8.2639 8.2846

10.2970

0.62 3.16 0.29 0.68 3.21 2.57 2.38 3.00 1.39 2.27 2.35 1.00

Current Data Parameters

NAME         Feb16-2017

EXPNO               260

PROCNO                1

F2 - Acquisition Parameters

Date_          20170216

Time              23.54

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG            zg30

TD                65536

SOLVENT            DMSO

NS                    8

DS                    2

SWH           12019.230 Hz

FIDRES         0.183399 Hz

AQ            2.7263477 sec

RG                  181

DW               41.600 usec

DE                 6.00 usec

TE                296.2 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.90 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1299737 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

FK-6

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com


image10.emf
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

13.86 22.10 25.05 29.01 30.26 31.30 38.95 39.16 39.36 39.57 39.78 39.99 40.20 78.38 78.71 79.04

106.88 124.95 128.65 128.91 129.13 131.59 134.98 135.39 136.18 158.07 164.04 164.10 169.58

Current Data Parameters

NAME         Dec15-2016

EXPNO               351

PROCNO                1

F2 - Acquisition Parameters

Date_          20161216

Time               3.25

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 1030

DW               16.800 usec

DE                 6.00 usec

TE                295.7 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK6

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK6

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

Current Data Parameters

NAME         Dec15-2016

EXPNO               351

PROCNO                1

F2 - Acquisition Parameters

Date_          20161216

Time               3.25

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 1030

DW               16.800 usec

DE                 6.00 usec

TE                295.7 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK6

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK6

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com
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Test Name       :  D MASS-1
XEVO G2-XS QTOFSample Name  : FK-6


m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000


%


0


100
 281117-FK-6 7 (0.137) Cm (6:8-13:21)  2: TOF MS ES+ 


 1.57e8361.98
359.98


282.07


280.05229.07176.06139.05


284.07


285.07


403.99


363.97


364.98


405.98


406.98


828.95551.33468.01 507.31 595.36 639.39 683.41 753.50 944.50881.72
970.32






image12.emf
11 10 9 8 7 6 5 4 3 2 1 ppm

1.2454 2.4330 3.4341 7.5163 7.5377 7.6682 7.6894 8.0106 8.1088 8.2036 8.2249 8.2734 8.2948

10.3484

54.55 2.37 2.13 1.23 2.00 2.21 1.00

Current Data Parameters

NAME         Dec08-2016

EXPNO               180

PROCNO                1

F2 - Acquisition Parameters

Date_          20161208

Time              18.08

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG            zg30

TD                65536

SOLVENT            DMSO

NS                    8

DS                    2

SWH           12019.230 Hz

FIDRES         0.183399 Hz

AQ            2.7263477 sec

RG                  181

DW               41.600 usec

DE                 6.00 usec

TE                296.6 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.90 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1299782 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

FK-7

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com


image13.emf
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

25.00 28.72 29.01 30.14 31.30 38.88 39.09 39.29 39.50 39.71 39.92 40.13 77.99 78.32 78.64

106.74 124.96 128.33 128.57 128.69 128.91 131.52 134.87 135.31 136.30 157.99 164.14 164.19 169.95

Current Data Parameters

NAME         Dec08-2016

EXPNO               181

PROCNO                1

F2 - Acquisition Parameters

Date_          20161208

Time              18.38

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                   32

DW               16.800 usec

DE                 6.00 usec

TE                297.1 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-7

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-7

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

Current Data Parameters

NAME         Dec08-2016

EXPNO               181

PROCNO                1

F2 - Acquisition Parameters

Date_          20161208

Time              18.38

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                   32

DW               16.800 usec

DE                 6.00 usec

TE                297.1 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-7

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-7

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com
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Test Name       :  D MASS-1
XEVO G2-XS QTOFSample Name  : FK-7


m/z
200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000


%


0


100
 281117-FK-7 7 (0.128) Cm (5:10-16:37)  1: TOF MS ES+ 


 2.51e8361.98


359.98


282.07


265.04229.07


284.07 324.08


326.08


403.99


418.00


739.97420.00


737.97697.96
439.98


463.


662.06615.96
527.99 547.94


781.98
779.98 785.97


840.96 856.98 946.28



prince

Typewritten text

498.85






image15.emf
11 10 9 8 7 6 5 4 3 2 1 ppm

0.8460 0.8633 1.1833 1.2010 1.2383 1.2763 1.9890 2.3713 2.5250 3.3283 6.6829 7.5166 7.5378 7.5699 7.5911 7.6623 7.6839 7.6890 7.7159 7.7371 8.1492 8.1704 8.2158 8.2377 8.2656 8.2755 8.2969 8.3463 8.3676

10.5384

3.42 1.00 1.09 2.34 1.62 2.44 1.08 1.37 3.53 2.48 1.11

Current Data Parameters

NAME         Dec08-2016

EXPNO               190

PROCNO                1

F2 - Acquisition Parameters

Date_          20161208

Time              18.43

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG            zg30

TD                65536

SOLVENT            DMSO

NS                    8

DS                    2

SWH           12019.230 Hz

FIDRES         0.183399 Hz

AQ            2.7263477 sec

RG                  724

DW               41.600 usec

DE                 6.00 usec

TE                296.7 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.90 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1299930 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

FK-8

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com


image16.emf
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

25.04 29.04 38.95 39.16 39.37 39.57 39.78 39.99 40.20 78.44 78.77 79.10

106.96 124.96 128.44 128.58 128.68 128.83 128.97 129.18 131.37 131.63 135.01 135.41 135.97 136.16 158.08 164.05 164.11

Current Data Parameters

NAME         Dec08-2016

EXPNO               191

PROCNO                1

F2 - Acquisition Parameters

Date_          20161208

Time              19.12

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 1030

DW               16.800 usec

DE                 6.00 usec

TE                296.8 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-8

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-8

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

Current Data Parameters

NAME         Dec08-2016

EXPNO               191

PROCNO                1

F2 - Acquisition Parameters

Date_          20161208

Time              19.12

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 1030

DW               16.800 usec

DE                 6.00 usec

TE                296.8 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-8

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-8

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com
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Test Name       :  D MASS-1
XEVO G2-XS QTOFSample Name  : FK-8


m/z
200 250 300 350 400 450 500 550 600 650 700 750 800 850 900


%


0


100
 281117-FK-8 7 (0.128) Cm (5:8-14:26)  1: TOF MS ES+ 


 1.18e8403.99


401.99


361.98


359.98


324.08


282.07


265.04229.07
284.07


326.08


363.98


405.98


418.00


701.47


420.00


487.99 657.97615.96


826.95781.98702.48
778.99 824.95 840.97 878.09
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image18.emf
11 10 9 8 7 6 5 4 3 2 1 0 ppm

0.0000 0.8496 0.8671 1.1942 1.2118 1.2429 1.9928 2.3955 2.5409 3.2316 3.3932 4.0233 4.0409 4.0587 4.0764 6.5673 7.4957 7.5168 7.5445 7.5656 7.6398 7.6429 7.6651 7.6933 7.7143 8.1229 8.1357 8.1434 8.1899 8.2043 8.2491 8.2702 8.3191 8.3402

10.4704

3.24 0.77 0.68 0.84 2.00 1.20 2.09 1.07 1.78 2.15 2.21 1.01

Current Data Parameters

NAME         Dec01-2016

EXPNO               120

PROCNO                1

F2 - Acquisition Parameters

Date_          20161201

Time              18.18

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG            zg30

TD                65536

SOLVENT            DMSO

NS                   16

DS                    2

SWH           12019.230 Hz

FIDRES         0.183399 Hz

AQ            2.7263477 sec

RG                  228

DW               41.600 usec

DE                 6.00 usec

TE                297.8 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.90 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1299867 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

FK-9

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com


image19.emf
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

22.09 25.01 28.70 29.00 31.29 38.92 39.12 39.33 39.54 39.75 39.96 40.17 78.27 78.60 78.93

106.86 124.95 128.38 128.48 128.63 128.73 128.86 129.08 131.33 131.57 134.96 135.38 136.22 158.06 164.09 164.15

Current Data Parameters

NAME         Dec01-2016

EXPNO               121

PROCNO                1

F2 - Acquisition Parameters

Date_          20161201

Time              18.46

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 2050

DW               16.800 usec

DE                 6.00 usec

TE                298.2 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-9

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-9

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

Current Data Parameters

NAME         Dec01-2016

EXPNO               121

PROCNO                1

F2 - Acquisition Parameters

Date_          20161201

Time              18.46

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 2050

DW               16.800 usec

DE                 6.00 usec

TE                298.2 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-9

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-9

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com


image20.emf
WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

m/z

425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

%

0

100

NAVRITI FK-9 5 (0.160) Cm (2:10-(26+15:24)) TOF MS ES+ 

2.55e3

426.40

2553

424.42

1877

428.41

601

485.50

205

437.63

192

429.41

92

445.54

106

485.74;113

499.53

112


image21.emf
12 11 10 9 8 7 6 5 4 3 2 1 ppm

1.1751 1.2157 1.8870 2.3544 2.5046 2.5089 2.5133 3.7388 7.4385 7.4751 7.4965 7.5797 7.6247 7.6460 7.9720 8.0690 8.1475 8.1690 8.2176 8.2390

10.3532

3.28 2.59 2.56 2.00 1.12 2.33 2.38 1.00

Current Data Parameters

NAME         Feb28-2017

EXPNO               330

PROCNO                1

F2 - Acquisition Parameters

Date_          20170228

Time              16.17

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG            zg30

TD                65536

SOLVENT            DMSO

NS                    8

DS                    2

SWH           12019.230 Hz

FIDRES         0.183399 Hz

AQ            2.7263477 sec

RG                 50.8

DW               41.600 usec

DE                 6.00 usec

TE                297.3 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.90 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300000 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

FK-10

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com


image22.emf
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

13.86 22.09 25.04 29.00 38.95 39.16 39.37 39.57 39.78 39.99 40.20 78.45 78.78 79.11

106.93 124.96 128.69 128.97 129.19 131.63 135.01 135.41 136.16 158.08 164.05 164.11 169.52

Current Data Parameters

NAME         Nov17-2016

EXPNO               161

PROCNO                1

F2 - Acquisition Parameters

Date_          20161117

Time              16.07

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 1030

DW               16.800 usec

DE                 6.00 usec

TE                298.1 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-10

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-10

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

Current Data Parameters

NAME         Nov17-2016

EXPNO               161

PROCNO                1

F2 - Acquisition Parameters

Date_          20161117

Time              16.07

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 1030

DW               16.800 usec

DE                 6.00 usec

TE                298.1 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-10

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-10

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com
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Test Name       :  D MASS-1
XEVO G2-XS QTOFSample Name  : FK-10


m/z
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 281117-FK-10 9 (0.163) Cm (9:11-14:34)  1: TOF MS ES+ 
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image24.emf
12 11 10 9 8 7 6 5 4 3 2 1 0 ppm

0.0000 0.8194 0.8350 0.8441 0.8508 0.8688 1.2434 2.4092 2.5457 2.5495 2.5535 3.2449 3.4038 4.0446 6.5184 7.4854 7.5066 7.5322 7.5535 7.6148 7.6349 7.6561 7.6822 7.7036 8.0953 8.1093 8.1307 8.1737 8.1975 8.2347 8.2560 8.3045 8.3260

10.4447

3.07 9.36 3.24 0.78 1.04 2.15 1.20 2.20 1.22 1.84 2.10 2.23 1.00

Current Data Parameters

NAME         Feb03-2017

EXPNO                70

PROCNO                1

F2 - Acquisition Parameters

Date_          20170203

Time              19.38

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG            zg30

TD                65536

SOLVENT            DMSO

NS                    8

DS                    2

SWH           12019.230 Hz

FIDRES         0.183399 Hz

AQ            2.7263477 sec

RG                  406

DW               41.600 usec

DE                 6.00 usec

TE                295.4 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.90 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1299835 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

FK-11

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com


image25.emf
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

13.81 22.10 25.02 28.72 29.02 31.30 38.91 39.12 39.33 39.54 39.75 39.96 40.16 48.74 78.18 78.51 78.71 78.84

101.65 106.81 124.95 128.35 128.42 128.59 128.67 128.80 129.01 131.30 131.54 134.93 135.35 135.45 135.88 136.25 136.31 158.03 163.77 163.89 164.10 164.16 169.78

Current Data Parameters

NAME         Feb03-2017

EXPNO                71

PROCNO                1

F2 - Acquisition Parameters

Date_          20170203

Time              20.35

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                 1024

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                   32

DW               16.800 usec

DE                 6.00 usec

TE                295.9 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-11

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-11

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

Current Data Parameters

NAME         Feb03-2017

EXPNO                71

PROCNO                1

F2 - Acquisition Parameters

Date_          20170203

Time              20.35

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                 1024

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                   32

DW               16.800 usec

DE                 6.00 usec

TE                295.9 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-11

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-11

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com
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WATERS, Q-TOF MICROMASS (ESI-MS) SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH
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image1.emf
11 10 9 8 7 6 5 4 3 2 1 0 ppm

0.0001 0.0709 0.8798 1.2423 1.2540 1.2599 1.2780 1.2842 1.2932 1.4162 2.0473 2.0960 2.7044 4.0959 4.1138 4.1316 5.2794 7.2631 7.3777 7.4554 7.4599 7.4723 7.4768 7.4961 7.5005 7.5177 7.6143 7.6187 7.6358 7.6564 7.6607 7.6778 7.7398 7.9137 7.9183 7.9307 7.9350 7.9791 8.0006 8.0507 8.0551 8.0682 8.0723 8.2131

1.41 1.09 3.15 0.58 0.85 0.56 1.15 2.14 1.33 2.14 1.09 1.00 3.01 2.16 1.00

Current Data Parameters

NAME         Feb03-2017

EXPNO                50

PROCNO                1

F2 - Acquisition Parameters

Date_          20170203

Time              19.27

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG            zg30

TD                65536

SOLVENT           CDCl3

NS                    8

DS                    2

SWH           12019.230 Hz

FIDRES         0.183399 Hz

AQ            2.7263477 sec

RG                  456

DW               41.600 usec

DE                 6.00 usec

TE                295.4 K

D1           1.00000000 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                 1H

P1                10.90 usec

PL1               -3.00 dB

SFO1        400.1324710 MHz

F2 - Processing parameters

SI                32768

SF          400.1300082 MHz

WDW                  EM

SSB                   0

LB                 0.30 Hz

GB                    0

PC                 1.00

FK-2

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com
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image2.emf
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

25.05 29.00 38.90 39.11 39.32 39.53 39.74 39.94 40.15 78.46 78.79 79.12

106.93 124.97 128.70 128.97 129.19 131.64 134.98 135.39 136.15 158.07 164.02 164.09 169.55

Current Data Parameters

NAME         Jan09-2017

EXPNO                61

PROCNO                1

F2 - Acquisition Parameters

Date_          20170110

Time               4.30

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 1030

DW               16.800 usec

DE                 6.00 usec

TE                293.9 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-2

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

FK-2

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com

Current Data Parameters

NAME         Jan09-2017

EXPNO                61

PROCNO                1

F2 - Acquisition Parameters

Date_          20170110

Time               4.30

INSTRUM           spect

PROBHD   5 mm PABBO BB-

PULPROG          zgpg30

TD                65536

SOLVENT            DMSO

NS                  512

DS                    4

SWH           29761.904 Hz

FIDRES         0.454131 Hz

AQ            1.1010548 sec

RG                 1030

DW               16.800 usec

DE                 6.00 usec

TE                293.9 K

D1           2.00000000 sec

d11          0.03000000 sec

DELTA        1.89999998 sec

TD0                   1

======== CHANNEL f1 ========

NUC1                13C

P1                 9.60 usec

PL1               -2.00 dB

SFO1        100.6228298 MHz

======== CHANNEL f2 ========

CPDPRG2         waltz16

NUC2                 1H

PCPD2             80.00 usec

PL2               -3.00 dB

PL12              14.31 dB

PL13              18.00 dB

SFO2        400.1316005 MHz

F2 - Processing parameters

SI                32768

SF          100.6128193 MHz

WDW                  EM

SSB                   0

LB                 1.00 Hz

GB                    0

PC                 1.40

FK-2

BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com
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BRUKER

AVANCE II 400 NMR

Spectrometer

SAIF

Panjab University

Chandigarh

manishkumarmanu1986@gmail.com
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Test Name       :  D MASS-1
XEVO G2-XS QTOFSample Name  : FK-2


m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000


%


0


100
 281117-FK-2 10 (0.180) Cm (10:12)  1: TOF MS ES+ 
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