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Supplementary figure 1S: Kolmogorov–Smirnov test (A) SVM-Full descriptors set (B) SVM-RFE descriptors set. (C) XGBoost-Full descriptors set (D) XGBoost-RFE descriptors set.Dotted line shows the predicted KS value for particular model. 
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Supplementary Figure 2S:  Density plot for Tc distribution among the common compounds above 0.90 probability score. (A) Tc with active (green) and inactive (red) compounds of the training set. (B) Tc values among the common compounds. Dotted line shows the mean Tc value.
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Supplementary Figure 3S. Applicability domain  plot based on the PCA of the  RFE descriptor  set of training set and validation set (PubChem Bioassay: AID 1876) . 
Supplementary Table 1S: Descriptors used to build the classification models.
	
Descriptor
	Descriptor notation
	Count

	Atom type electrotopological state
	SssO,nssO,nssssC,mindO,maxHBd,maxdO,maxHCsatu
	7

	Information content
	SIC4, BIC3, BIC4,BIC5,TIC2,TIC3
	6

	Walk counts
	SRW10
	1

	Topological charge
	GGI4, GGI8, GGI2, JGI2
	4

	Molecular distance edge
	MDEC.24, MDEC.34 
	2

	Extended topochemical atom

	ETA_BetaP_ns_d
, ETA_Epsilon_2,ETA_EtaP_F, ETA_Epsilon_5,ETA_Eta_F
	5

	Detour matrix

	SpAD_Dt, SpDiam_Dt,VE1_Dt,VE2_Dt
	4

	Burden modified eigenvalues

	SpMin1_Bhs,SpMax3_Bhe,SpMin1_Bhv,SpMax5_Bhs,SpMin6_Bhs,SpMax3_Bhi,SpMax4_Bhe,SpMax1_Bhm,SpMax8_Bhi,SpMin7_Bhi,SpMax2_Bhm
	11

	Barysz matrix

	SpAD_Dzs, SpDiam_Dzs, SpMAD_Dzp,SpMin1_Bhp,SpAbs_Dzs,SpMax_Dzp,SpAD_D,EE_Dzp
	8

	Autocorrelation
	ATSC7s,ATS2m,ATS4v, AATSC2e,AATSC5c,ATS6i,

AATS6p,ATSC6s,ATSC6c,ATS2p,AATSC2s,

AATSC3v, AATSC4e, AATSC4i, AATS7s, ATSC8c, AATS2i,AATSC7s,ATS8p,AATSC8s,ATS8e,AATSC7c,MATS2e, MATS4e, MATS4v, MATS3m, MATS2p, MATS4c, MATS3v, GATS8s, GATS1m, GATS2m, GATS2p,GATS6c, GATS7p, GATS6p





	36

	Basic group count
	nBase
	1

	Ring Count
	 NFRing
	1

	Kappa shape  indices
	Kier3
	1

	FMFDescriptor
	FMF
	1

	Chi path
	AVP.0, AVP.5,VCH.7,VP.3,SP.5,SC.6

	6

	Rotatable bonds count
	NrotBt,nRotB
	2

	Carbon types
	C2SP2
	1

	Chi path cluster
	VPC.6
	1


Supplementary Table 2S: Summary of outcomes of  SVM and XGBoost at different probability                                             

                                          subsets.
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 TP:True  Positives
FP: False Positives
Supplementary Table 3S: MACCS fingerprint distribution among the active and inactive compounds.
	S.No
	 MACCS
	 Description
	Active (%)
	Inactive (%)

	1
	MACCSFP80
	NAAAN 
	56.54
	32.06

	2
	MACCSFP107
	XA(A)A 
	55.81
	33.23

	3
	MACCSFP87
	X!A$A 
	51.07
	28.6

	4
	MACCSFP134
	X (HALOGEN) 
	55.85
	33.38

	5
	MACCSFP77
	NAN
	48.24
	26.83

	6
	MACCSFP103
	CL 
	42.77
	22.57

	7
	MACCSFP133
	A$A!N 
	62.79
	42.7

	8
	MACCSFP135
	Nnot%A%A 
	60.83
	41.74

	9
	MACCSFP151
	NH 
	68.65
	50.44

	10
	MACCSFP99
	C=C 
	26.41
	44.51

	11
	MACCSFP121
	N HETEROCYCLE
	75.24
	57.73

	12
	MACCSFP120
	HETEROCYCLIC ATOM > 1 (&...) 
	66.65
	49.51

	13
	MACCSFP142
	N > 1 
	73.73
	56.62

	14
	MACCSFP111
	NACH2A 
	59.17
	42.48

	15
	MACCSFP118
	ACH2CH2A > 1 
	59.22
	42.78

	16
	MACCSFP127
	A$A!O > 1 (&...) 
	47.07
	63.5

	17
	MACCSFP143
	A$A!O 
	47.10
	62.5

	18
	MACCSFP147
	ACH2CH2A 
	59.52
	43.33

	19
	MACCSFP146
	O > 2 
	39.31
	54.25

	20
	MACCSFP100
	ACH2N 
	55.46
	41.08
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