Supplementary file3: Drug-likeness scores of mycocompounds in L. squarrosulus
	Compound No:
	Compound (Chemspider ID)
	Molecular Properties

	
	
	MW
	milogP
	TPSA
	nON
	nOHNH
	nrotb
	Volume

	L1
	124448
	118.18
	2.28
	29.46
	2
	1
	4
	129.99

	L2
	13421
	128.26
	5.32
	0.00
	0
	0
	3
	162.72

	L3
	4519228
	98.14
	1.26
	17.07
	1
	0
	2
	108.96

	L4
	964
	130.14
	-0.60
	46.53
	3
	1
	0
	121.03

	L5
	454155
	98.10
	0.83
	26.30
	2
	0
	0
	90.78

	L6
	86345
	102.09
	-1.49
	46.53
	3
	1
	0
	88.21

	L7
	97873
	157.17
	-0.07
	46.61
	4
	0
	3
	145.30

	L8
	521824
	204.36
	4.33
	0.00
	0
	0
	0
	224.33

	L9
	7901
	186.34
	5.16
	20.23
	1
	1
	10
	222.03

	L10
	11883
	198.39
	7.70
	0.00
	0
	0
	11
	247.38

	L11
	4517825
	272.48
	7.66
	0.00
	0
	0
	9
	316.85

	L12
	4436356
	228.29
	3.43
	52.61
	4
	0
	10
	229.92

	L13
	4444853
	204.36
	5.30
	0.00
	0
	0
	0
	234.00

	L14
	505335
	222.24
	2.27
	26.30
	2
	0
	4
	211.64

	L15
	24142
	210.41
	7.68
	0.00
	0
	0
	12
	258.55

	L16
	11883
	198.39
	7.70
	0.00
	0
	0
	11
	247.38

	L17
	16908
	210.41
	7.25
	0.00
	0
	0
	8
	253.60

	L18
	12609
	226.40
	6.40
	17.07
	1
	0
	12
	266.36

	L19
	21723
	238.46
	8.53
	0.00
	0
	0
	14
	292.15

	L20
	11145
	254.50
	9.00
	0.00
	0
	0
	15
	314.59

	L21
	21988
	256.43
	6.86
	26.30
	2
	0
	14
	292.15

	L22
	37420
	238.46
	8.23
	0.00
	0
	0
	10
	287.21

	L23
	6529
	418.62
	8.91
	52.61
	4
	0
	20
	441.93

	L24
	7889
	270.46
	7.37
	26.30
	2
	0
	15
	308.95

	L25
	56362
	292.42
	5.24
	46.53
	3
	1
	6
	302.57

	L26
	13837319
	278.35
	4.43
	52.61
	4
	0
	10
	273.91

	L27
	21723
	238.46
	8.53
	0.00
	0
	0
	14
	292.15

	L28
	12017
	324.64
	9.66
	0.00
	0
	0
	20
	398.60

	L29
	20121902
	268.44
	6.88
	26.30
	2
	0
	14
	302.76

	L30
	455640
	284.48
	7.35
	26.30
	2
	0
	15
	325.54

	L31
	44474917
	294.48
	7.17
	26.30
	2
	0
	15
	330.18

	L32
	7910
	296.50
	7.89
	26.30
	2
	0
	16
	336.37

	L33
	4516661
	296.50
	7.89
	26.30
	2
	0
	16
	336.37

	L34
	7909
	298.51
	8.32
	26.30
	2
	0
	17
	342.55

	L35
	959
	240.43


	7.63
	17.07
	1
	0
	14
	283.40

	L36
	21106505
	390.56
	7.94
	52.61
	4
	0
	16
	407.90

	L37
	392539
	396.66
	7.18
	20.23
	1
	1
	4
	427.32

	L38
	4446722
	398.68
	7.37
	20.23
	1
	1
	4
	433.53


Supplementary file (Table 3): Predicted biological activity scores of mycocompounds in L. squarrosulus
	Compound No:
	Compound (ChemSpider ID)
	Biological activity

	
	
	GPCR ligand
	Ion channel modulator
	Kinase inhibitor
	Nuclear receptor ligand
	Protease inhibitor
	Enzyme inhibitor

	L1
	124448
	-2.75
	-2.57
	-3.50
	-2.94
	-2.96
	-2.09

	L2
	13421
	-2.15
	-1.39
	-2.56
	-2.15
	-2.15
	-1.62

	L3
	4519228
	-3.56
	-3.36
	-3.83
	-3.34
	-3.45
	-3.01

	L4
	964
	-1.58
	-1.60
	-2.86
	-1.87
	-1.77
	-1.55

	L5
	454155
	-3.49
	-3.32
	-3.64
	-3.22
	-3.18
	-3.13

	L6
	86345
	-3.17
	-2.98
	-3.20
	-3.23
	-2.68
	-2.76

	L7
	97873
	-0.88
	-0.68
	-1.62
	-1.35
	-0.77
	-0.81

	L8
	521824
	-0.40
	-0.24
	-1.02
	-0.16
	-0.67
	0.10

	L9
	7901
	-0.52
	-0.13
	-0.69
	-0.54
	-0.61
	-0.13

	L10
	11883
	-0.48
	-0.11
	-0.65
	-0.56
	-0.61
	-0.20

	L11
	4517825
	0.02
	0.15
	-0.20
	*0.41
	-0.21
	*0.47

	L12
	4436356
	-0.37
	-0.17
	-0.66
	-0.29
	-0.32
	-0.07

	L13
	4444853
	-0.14
	0.02
	-0.93
	*0.34
	-0.67
	*0.31

	L14
	505335
	*0.41
	0.10
	-0.68
	-0.62
	-0.03
	**1.04

	L15
	24142
	-0.38
	-0.06
	-0.66
	-0.32
	-0.48
	-0.09

	L16
	11883
	-0.48
	-0.11
	-0.65
	-0.56
	-0.61
	-0.20

	L17
	16908
	-0.31
	-0.05
	-0.59
	-0.39
	-0.37
	-0.09

	L18
	12609
	-0.35
	-0.10
	-0.73
	-0.22
	-0.36
	-0.01

	L19
	21723
	-0.21
	-0.01
	-0.45
	-0.14
	-0.30
	0.00

	L20
	11145
	-0.14
	-0.00
	-0.26
	-0.17
	-0.23
	-0.00

	L21
	21988
	-0.17
	-0.06
	-0.42
	-0.16
	-0.20
	0.01

	L22
	37420
	-0.15
	0.00
	-0.39
	-0.20
	-0.20
	0.00

	L23
	6529
	-0.03-
	-0.06
	-0.13
	-0.00
	-0.05
	-0.03

	L24
	7889
	-0.11
	-0.05
	-0.34
	-0.09
	-0.13
	0.04

	L25
	56362
	0.07
	0.09
	-0.22
	*0.35
	-0.04
	0.15

	L26
	13837319
	-0.16
	-0.09
	-0.27
	-0.12
	-0.25
	-0.07

	L27
	21723
	-0.21
	-0.01
	-0.45
	-0.14
	-0.30
	0.00

	L28
	12017
	0.04
	0.00
	-0.05
	0.04
	0.01
	0.03

	L29
	20121902
	-0.05
	-0.03
	-0.36
	-0.03
	-0.13
	0.11

	L30
	455640
	-0.06
	-0.03
	-0.33
	-0.02
	0.03
	0.04

	L31
	4447491
	0.15
	0.07
	-0.20
	0.14
	0.03
	*0.23

	L32
	7910
	0.03
	-0.03
	-0.25
	0.06
	-0.02
	0.12

	L33
	4516661
	0.03
	-0.03
	-0.25
	0.06
	-0.02
	0.12

	L34
	7909
	-0.03
	-0.04
	-0.23
	0.00
	-0.03
	0.05

	L35
	959
	-0.09
	*0.26
	-0.36
	-0.16
	-0.01
	0.19

	L36
	21106505
	0.01
	0.01
	-0.13
	0.07
	0.04
	-0.01

	L37
	392539
	0.14
	-0.13
	-0.34
	**0.74
	-0.08
	**0.53

	L38
	4446722
	0.20
	0.12
	-0.27
	**0.66
	0.05
	**0.53


