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Table S2. The 110 descriptors used to characterize protein–protein interface 
No. Descriptor Type Software 
1 The number of residues Constitutional descriptor ProtorP [1] 
2 The number of polar residues Constitutional descriptor ProtorP [1] 
3 The number of nonpolar residues Constitutional descriptor ProtorP [1] 
4 The number of neutral residues Constitutional descriptor ProtorP [1] 
5 The number of positively charged residues Constitutional descriptor ProtorP [1] 
6 The number of negatively charged residues Constitutional descriptor ProtorP [1] 
7 The number of aromatic residues Constitutional descriptor ProtinDB [2] 
8 The number of hotspot residues Constitutional descriptor KFC2 [3] 
9 The number of critical residues Constitutional descriptor PCRPi-W [4] 

10 The percentage of buried residues Constitutional descriptor ProScale [5] 
11 The percentage of accessible residues Constitutional descriptor ProScale [5] 
12 The number of hydroxyl groups Constitutional descriptor PSAIA [6] 
13 The number of amides Constitutional descriptor PSAIA [6] 
14 The number of carboxyl groups Constitutional descriptor PSAIA [6] 
15 The number of ammonium salts Constitutional descriptor PSAIA [6] 
16 The number of sulfhydryl groups Constitutional descriptor PSAIA [6] 
17 The number of benzene rings Constitutional descriptor PSAIA [6] 
18 The number of atoms Constitutional descriptor ProtorP [1] 
19 The number of heavy atoms Constitutional descriptor ProFace [7] 
20 The number of hydrogen atoms Constitutional descriptor ProFace [7] 
21 The number of carbon atoms Constitutional descriptor ProFace [7] 
22 The number of oxygen atoms Constitutional descriptor ProFace [7] 
23 The number of nitrogen atoms Constitutional descriptor ProFace [7] 
24 The number of sulfur atoms Constitutional descriptor ProFace [7] 
25 The relative quantity of α-helices Constitutional descriptor DSSP [8] 
26 The relative quantity of β-strands Constitutional descriptor DSSP [8] 
27 The relative quantity of coils Constitutional descriptor DSSP [8] 
28 Number of pocket Constitutional descriptor Q-SiteFinder [9]
29 Sum of atomic contact vectors Contacting descriptor NOXclass [10]
30 Atomic contact energy Contacting descriptor FastContact [11]
31 Residue contact propensity Contacting descriptor FastContact [11]
32 Pairwise interaction Contacting descriptor HORI [12] 
33 Triplet interaction Contacting descriptor HORI [12] 
34 Quadruple interaction Contacting descriptor HORI [12] 
35 The number of residue-pairs in contact Contacting descriptor CMAPpro [13]
36 The number of atom-pairs in contact Contacting descriptor SPACE [14] 
37 Residue match index Contacting descriptor HotPatch [15] 
38 Total empirical contact potential Contacting descriptor PISA [16] 
39 Residue interaction index Contacting descriptor PISA [16] 
40 Core steric contact Contacting descriptor Probe [17] 
41 Interface packing rate Contacting descriptor Probe [17] 
42 Complementarity Index Contacting descriptor Probe [17] 
43 Hydrophobic packing index Contacting descriptor PSAIA [6] 
44 Total molecular weight Geometrical descriptor ProScale [5] 
45 Average buried area Geometrical descriptor MSMS [18] 
46 Average exposed area Geometrical descriptor MSMS [18] 
47 Relative size of interface to surface Geometrical descriptor MSMS [18] 
48 Accessible surface area of interface Geometrical descriptor MSMS [18] 
49 Connectivity index Geometrical descriptor EMBnet [19] 
50 Connectivity correlation Geometrical descriptor EMBnet [19] 
51 Planarity Geometrical descriptor SHARP2 [20] 
52 Eccentricity Geometrical descriptor ProtorP [1] 



53 Length Geometrical descriptor ProtorP [1] 
54 Breadth Geometrical descriptor ProtorP [1] 
55 Gap volume Geometrical descriptor ProtorP [1] 
56 Gap volume index Geometrical descriptor ProtorP [1] 
57 Interface accessibility Geometrical descriptor ProtorP [1] 
58 Voronoi volume Geometrical descriptor DiMoVo [21] 
59 van der Waals volume Geometrical descriptor VEGA [22] 
60 Hotspot size Geometrical descriptor KFC2 [3] 
61 Total pocket size Geometrical descriptor Q-SiteFinder [9]
62 The degree of curvature Geometrical descriptor CASTp [23] 
63 Average diameter Geometrical descriptor Plasmod-PPI [24]
64 Interface roughness Geometrical descriptor ProtFract [25] 
65 Interface topology Geometrical descriptor CASTp [23] 
66 Bulkness Geometrical descriptor ProScale [5] 
67 Average volume of buried residue Geometrical descriptor DEPTH [26] 
68 Electrostatic potential Physicochemical descriptor DelPhi [27] 
69 Interfacial polarity Physicochemical descriptor ProtParam [28]
70 Molar refractivity Physicochemical descriptor VEGA [22] 
71 Average hydrophobicity Physicochemical descriptor 2D-GraLab [29]
72 Average hydrophilicity Physicochemical descriptor 2D-GraLab [29]
73 Net charge Physicochemical descriptor ProtParam [28]
74 Positive net charge Physicochemical descriptor ProtParam [28]
75 Negative net charge Physicochemical descriptor ProtParam [28]
76 Dipolar moment Physicochemical descriptor ProtParam [28]
77 Average solubility Physicochemical descriptor ProtParam [28]
78 Amphipathicity Physicochemical descriptor ProtParam [28]
79 Total polarity Physicochemical descriptor ProScale [5] 
80 Degree of atomic buriedness Physicochemical descriptor DEPTH [26] 
81 Average flexibility Physicochemical descriptor ProScale [5] 
82 Interfacial pI Physicochemical descriptor ProtParam [28]
83 Instability index Physicochemical descriptor ProtParam [28]
84 Aliphatic index Physicochemical descriptor ProtParam [28]
85 Relative mutability Physicochemical descriptor ProScale [5] 
86 Membrane tendency Physicochemical descriptor ProScale [5] 
87 Refractivity Physicochemical descriptor ProScale [5] 
88 Hydrophobic moment Physicochemical descriptor ProtParam [28]
89 Extinction coefficient Physicochemical descriptor ProtParam [28]
90 Average residue depth Physicochemical descriptor DEPTH [26] 
91 Average z-scale, vector 1 Physicochemical descriptor PROFEAT [31]
92 Average z-scale, vector 2 Physicochemical descriptor PROFEAT [31]
93 Average z-scale, vector 3 Physicochemical descriptor PROFEAT [31]
94 The number of hydrogen bonds Nonbonded descriptor HBplus [32] 
95 The number of water-mediated hydrogen bonds Nonbonded descriptor HBplus [32] 
96 Hydrogen bond potential Nonbonded descriptor 2D-GraLab [29]
97 The number of salt bridges Nonbonded descriptor 2D-GraLab [29]
98 Salt bridge energy Nonbonded descriptor 2D-GraLab [29]
99 The number of π-π stacking Nonbonded descriptor 2D-GraLab [29]
100 Desolvation energy Nonbonded descriptor 2D-GraLab [29]
101 Conformational entropic penalty Nonbonded descriptor 2D-GraLab [29]
102 Hydrophobic packing Nonbonded descriptor 2D-GraLab [29]
103 The electrostatic potential of ion pairs Nonbonded descriptor 2D-GraLab [29]
104 The number of steric interactions Nonbonded descriptor Probe [17] 
105 The number of aromatic-sulphur interactions Nonbonded descriptor PIC [32] 
106 The number of cation-π interactions Nonbonded descriptor PIC [32] 
107 Long-range electrostatic potential Nonbonded descriptor DelPhi [27] 
108 Polar solvation contribution Nonbonded descriptor DelPhi [27] 
109 Nonpolar solvation contribution Nonbonded descriptor 2D-GraLab [29]



110 Empirical nonbonded potential Nonbonded descriptor 2D-GraLab [29]
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