Quantitative structure−activity relationship study on BTK inhibitors by modified multivariate adaptive regression spline and CoMSIA methods
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Table S1．descriptors used in this study after primary screening.
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	Class
	Number
	Descriptors

	Physical Properties
	6
	Apol, logP(o/w), logS, rsynth, SlogP, TPSA

	
	
	SlogP_VSA0,SlogP_VSA1,SlogP_VSA2,SlogP_VSA4,

	
	
	SlogP_VSA5,SlogP_VSA6,SlogP_VSA7,SlogP_VSA8,

	
	
	SMR_VSA0,SMR_VSA1,SMR_VSA2,SMR_VSA3,

	Subdivided Surface Areas
	15
	SMR_VSA4,SMR_VSA5,SMR_VSA7

	Atom Counts and Bond Counts
	18
	a_heavy,a_ICM,a_nF,a_nN,a_nO,b_1rotN,b_1rotR,

	
	
	b_double,b_heavy,b_rotN,b_1rotR,lip_don,lip_druglike,

	
	
	lip_violation,opr_leadlike,opr_violation

	Kier&Hall Connectivity and Kappa Shape Indices
	1
	zagreb

	Adjacency and Distance Matrix Descriptors
	19
	balabanJ,BCUT_PEOE_0,BCUT_PEOE_1,BCUT_PEOE_2,

	
	
	BCUT_PEOE_3,BCUT_SLOGP_0,BCUT_SLOGP_1,

	
	
	BCUT_SLOGP_2,BCUT_SLOGP_3,petitjean,GCUT_PEOE_0,

	
	
	GCUT_PEOE_1,GCUT_PEOE_2,GCUT_SLOGP_0,

	
	
	GCUT_SLOGP_1,GCUT_SLOGP_2,GCUT_SLOGP_3,

	
	
	GCUT_SMR_0,GCUT_SMR_1

	Pharmacophore Feature Descriptors
	6
	a_acc,a_don,a_hyd,vsa_acc,vsa_don,vsa_other

	Partial Charge Descriptors
	38
	PC-,PEOE_PC-,PEOE_RPC+,PEOE_RPC-,PEOE_VSA+0,

	
	
	PEOE_VSA+1,PEOE_VSA+2,PEOE_VSA+3,PEOE_VSA+4,

	
	
	PEOE_VSA+5,PEOE_VSA+6,PEOE_VSA-0,PEOE_VSA-1,

	
	
	EOE_VSA-3,PEOE_VSA-4,PEOE_VSA-5,RPC+,RPC- ,

	
	
	PEOE_VSA-6,PEOE_VSA_FHYD,PEOE_VSA_FNEG,

	
	
	PEOE_VSA_FPNEG,PEOE_VSA_FPOL,PEOE_VSA_FPOS,

	
	
	PEOE_VSA_NEG,PEOE_VSA_PNEG,PEOE_VSA_POL,

	
	
	PEOE_VSA_POS,Q_RPC+,Q_RPC-,Q_VSA_FHYD,

	
	
	Q_VSA_FPNEG,Q_VSA_FPOL,Q_VSA_FPOS,Q_VSA_HYD,

	
	
	Q_VSA_NEG,Q_VSA_PNEG,Q_VSA_POL

	Potential Energy Descriptors
	14
	E,E_ang,E_ele,E_oop,E_rele,E_rnb,E_rsol,E_rvdw,E_sol,E_stb,

	
	
	E_str,E_strain,E_tor,E_vdw

	MOPAC Descriptors
	9
	AM1_dipole,AM1_E,AM1_HF,AM1_HOMO,AM1_IP,

	
	
	MNDO_dipole,MNDO_HOMO,MNDO_LUMO,PM3_HOMO

	Surface Area, Volume and Shape Descriptors
	32
	dens,glob,pmiY,pmiZ,npr1,npr2,std_dim1,std_dim3,vsurf_A,

	
	
	vsurf_CP,vsurf_CW1,vsurf_CW2,vsurf_CW3,vsurf_D1,

	
	
	vsurf_D2,vsurf_D6,vsurf_D7,vsurf_DD12,vsurf_DD13,

	
	
	vsurf_DD23,vsurf_DW12,vsurf_DW13,vsurf_DW23,

	
	
	vsurf_EDmin1,vsurf_EDmin2,vsurf_EDmin3,vsurf_EWmin1,
vsurf_HB1,vsurf_HB2,vsurf_HB7,vsurf_IW1,vsurf_IW2

	Conformation Dependent Charge Descriptors
	15
	ASA+,ASA-,ASA_P,CASA+,CASA-,DASA,DCASA,

	
	
	dipole, dipoleX, dipoleY, dipoleZ, FASA+,FASA-,FASA_H,

	
	
	FASA_P,
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Figure S1. Molecular alignment based on the docking conformations. A) Alignment in the binding pocket; B) Alignment results for the 68 compounds from the training and test sets.
