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Table S1. Z-scores for each protein in decoy set 1 with different scoring functions with different
membrane widths after application of the full scoring protocol.

Model Membrane | BRD7 fmr5 ItpA RHOD | VATP
width [A]
IMM1 23.1 4.19 2.65 2.34 3.89 2.46
25.4 4.36 2.73 2.02 3.80 2.54
27.0 4.10 248 2.74 3.26 2.62
28.5 4.25 2.63 2.54 3.01 2.40
30.4 4.10 2.82 2.18 2.50 2.12
IMM1-p36 |23.1 4.39 4.72 2.28 4.33 3.12
25.4 4.45 4.61 2.71 3.60 3.26
27.0 4.22 4.22 2.55 3.84 3.33
28.5 4.32 431 2.35 4.33 3.40
30.4 4.50 4.87 2.07 3.75 3.44
GBSW 23.1 6.41 2.94 2.10 4.44 3.00
25.4 5.61 2.75 2.14 4.37 3.31
27.0 6.41 2.77 1.92 4.70 3.72
28.5 5.45 3.17 2.07 4.82 3.73
30.4 5.88 2.97 2.64 5.00 3.82
HDGBvV2 23.1 6.51 3.73 2.35 5.07 3.65
25.4 6.00 4.43 2.29 5.17 3.62
27.0 5.98 3.75 2.69 5.31 4.02
28.5 5.97 4.34 2.11 4.87 3.79
30.4 5.99 4.30 2.37 4.79 3.66
HDGBV3 23.1 5.76 3.76 3.57 4.44 3.24
25.4 6.04 3.90 247 4.67 3.67
27.0 5.67 4.19 2.69 5.50 3.40
28.5 5.69 4.27 2.44 541 3.53
30.4 5.84 3.89 2.58 4.89 4.09
HDGBvdW | 23.1 5.81 4.17 2.33 4.53 2.95
25.4 5.77 4.27 1.99 4.94 2.93
27.0 5.74 4.34 242 5.67 3.36
28.5 5.29 4.57 2.18 5.04 3.09
30.4 5.42 4.67 1.94 5.35 3.30




Table S2. Spearman’s rank correlation coefficients between scores and RMSD1 and RMSD: for
each protein in decoy set 1 with different scoring functions with different membrane widths after
application of the full scoring protocol.

|RMSD; |[RMSD:
Model Membrane |BRD7 |fmr5 |ItpA |[RHOD |VATP |BRD7 |fmr5 |ItpA |[RHOD |VATP
width [A]
IMM1 23.1 0.26 ]0.28 |0.10 |0.32 047 [0.31 0.30 10.28 |0.41 0.42
25.4 0.22 ]0.21 ]0.16 ]0.21 0.54 10.29 0.21 10.44 |0.31 0.50
27.0 0.26 10.24 |0.14 |0.24 |0.50 |0.34 0.24 1040 1034 ]0.47
28.5 0.27 10.25 ]0.14 ]0.22 |0.54 |0.38 0.27 1037 1033 ]0.53
30.4 030 ]0.21 ]0.18 |0.15 045 ]0.42 0.25 1040 |0.24 ]0.46
IMM1-p36 |23.1 0.23 1032 [0.11 |0.10 [0.49 0.29 0.34 1031 |0.21 ]0.47
254 0.25 10.27 [0.18 [0.16 |0.50 [0.33 0.26 |0.49 |0.27 ]0.49
27.0 0.25 10.32 ]0.16 |0.19 |0.62 |0.32 0.33 10.52 |0.29 ]0.59
28.5 0.24 10.29 |0.18 |0.15 |0.57 ]0.37 031 |0.50 |0.24 ]0.57
30.4 0.29 10.30 ]0.19 ]0.18 |0.51 ]0.42 0.32 1048 10.27 ]0.55
GBSW 23.1 033 [0.36 [0.16 [0.03 |0.64 042 0.38 1047 |0.15 ]0.70
25.4 0.24 10.37 |0.15 [0.05 |0.61 |0.31 0.38 10.45 |0.14 ]0.68
27.0 0.19 10.32 ]0.12 ]0.01 0.54 10.27 0.33 1042 |0.10 ]0.59
28.5 0.21 ]0.37 ]0.15 ]0.03 |0.54 |0.28 0.38 [0.43 [0.13 ]0.60
30.4 0.19 10.32 |0.12 |0.03 |0.58 |0.27 032 |0.36 |0.13 ]0.62
HDGBv2 23.1 0.24 10.27 [0.14 [0.06 [0.60 |0.30 0.27 10.34 |0.17 ]0.65
25.4 0.29 10.29 ]0.10 |0.06 |0.53 ]0.34 0.30 [0.29 0.15 ]0.60
27.0 0.26 10.29 ]0.12 |-0.01 |0.51 ]0.31 0.29 1032 |0.07 ]0.58
28.5 0.27 10.25 ]0.12 |-0.01 ]0.52 ]0.32 0.25 1032 |0.09 ]0.58
30.4 0.28 10.26 |0.13 |0.03 |0.51 ]0.33 0.26 |0.31 |0.12 ]0.57
HDGBV3 23.1 0.25 10.23 [0.14 [0.00 [0.61 0.32 0.25 10.39 10.09 ]0.67
25.4 031 ]0.26 [0.19 |-0.01 |0.61 |0.36 0.28 |0.42 |0.08 |0.67
27.0 0.21 ]0.33 ]0.12 |0.07 |0.58 ]0.25 0.34 1034 |0.15 ]0.63
28.5 0.25 10.24 ]0.14 ]0.01 0.52 1]0.33 0.24 1037 |0.08 ]0.57
30.4 0.25 1]0.31 |0.14 [0.05 047 ]0.31 0.33 1035 |0.13 ]0.53
HDGBvdW |23.1 0.14 ]0.11 ]0.04 |0.03 |0.50 |0.19 0.14 10.30 |0.11 0.55
25.4 0.16 ]0.17 ]0.03 ]0.01 0.47 10.22 0.18 10.29 [0.08 ]0.53
27.0 0.16 ]0.19 ]0.06 |-0.06 |0.48 ]0.20 0.21 10.29 ]0.01 0.54
28.5 0.19 10.21 ]0.04 |-0.08 |0.41 [0.22 0.23 10.29 |0.00 ]0.48
30.4 0.14 10.20 |0.02 |0.10 |0.36 |0.18 0.21 |0.22 |0.15 ]0.43




Table S3. Average z-scores and Spearman’s rank correlation coefficients with different
membrane widths for different energy components: total energy (TOT), van der Waals (VDW)
energy, electrostatic (ELEC) energy, and electrostatic solvation (GB) energy for decoys in set 1.
ASP denotes the cavity and electrostatic terms for IMMI and IMM1-p36, the cavity term for
GBSW, HDGBvV2 and HDGBV3, and the cavity and van der Waals terms for HDGBvdW.

Z-scores Correlation coefficients
Model Membrane |TOT |VDW |ELEC |[ASP |GB TOT |VDW |ELEC |ASP |GB
width [A]
IMM1 23.1 3.11 (241 [1.51 1[-0.59 |- 0.28 1024 |0.11 |-0.02 |-
254 3.09 (2,16 [147 1|-037 |- 0.27 1023 |0.11 |-0.05 |-
27.0 3.04 (227 |1.52 1|-048 |- 0.27 10.24 |0.12 |-0.03 |-
28.5 297 12.04 |1.77 |-0.63 |- 0.28 1024 |0.13 |-0.02 |-
30.4 274 194 |1.59 |-042 |- 0.26 024 |0.15 |-0.04 |-
IMMI1-p36 |23.1 3.77 1258 [2.17 [-0.64 |- 0.25 10.24 |0.08 |0.02 |-
254 373 1249 (2.14 |-0.50 |- 0.27 10.23 |0.15 |-0.00 |-
27.0 3.63 (240 [2.17 [-048 |- 0.31 |0.22 |0.17 |-0.01 |-
28.5 374 1243 (2.19 |-044 |- 0.29 10.21 |0.18 |-0.03 |-
30.4 3.72 1270 (2.12 [-0.52 |- 0.30 |0.22 |0.19 |-0.00 |-
GBSW 23.1 3.77 (241 |191 |1.39 |-142 [0.30 [0.31 |-0.05 |0.16 |0.07
254 3.64 (251 [1.59 |1.28 |-1.05 [0.28 [0.32 |-0.05 |0.14 |0.07
27.0 390 (243 |1.72 |1.24 |-1.13 [0.24 [0.32 |-0.06 |0.15 |0.07
28.5 385 (233 [149 |1.13 |-0.86 [0.26 [0.30 |-0.09 |0.14 |0.12
30.4 406 |236 |1.85 |1.15 |-1.18 |0.25 |0.32 |-0.09 |0.13 |O0.11
HDGBv2 |23.1 426 |2.53 |145 |1.24 |-091 [0.26 |0.30 |-0.02 |0.30 |0.02
254 430 |2.51 |1.36 |1.20 |-0.83 |0.25 [0.28 |-0.04 |0.29 |0.04
27.0 435 |2.53 |1.37 |1.25 |-0.79 |0.23 |0.31 |-0.01 |0.30 |0.01
28.5 422 245 |1.53 |1.33 |-0.98 [0.23 |0.31 |-0.05 |0.27 |0.06
30.4 422 1263 |1.20 |1.17 |-0.66 |0.24 [0.29 |-0.07 |0.27 ]0.08
HDGBv3 |23.1 415 |2.55 |1.31 |1.08 [-0.75 |0.25 [0.28 |-0.02 |0.31 |0.03
254 4.15 234 |1.55 |1.28 |-0.86 |0.27 |0.30 |-0.01 |0.29 |0.02
27.0 429 242 138 |1.22 |-0.70 |0.26 {0.32 |-0.04 |0.27 ]0.05
28.5 427 1237 |1.51 |1.26 |-0.82 [0.23 [0.30 |-0.03 |0.28 |0.04
30.4 426 227 132 |1.08 [-0.59 |0.25 [0.30 |-0.04 |0.28 |0.05
HDGBvdW |23.1 396 (246 |1.74 |-2.06 |-1.07 [0.16 [0.29 |-0.05 |-0.17 |0.06
254 398 (268 [1.29 |-2.10 |-0.69 [0.17 [0.28 [-0.00 |-0.16 [0.01
27.0 431 237 |1.63 |-2.16 [-0.92 |0.17 [0.29 |-0.04 [-0.20 |0.05
28.5 403 |2.60 |1.25 |-1.94 |-0.61 |0.15 |0.29 |-0.05 |-0.18 |0.06
30.4 414 |2.51 |1.36 |-1.96 |-0.68 |0.16 [0.29 |-0.01 |-0.18 |0.03




Table S4. RMSD: values in [A] for top-scoring models of each protein in decoy set 1 with

different scoring functions with different membrane widths after application of the full scoring

protocol.
Top-1 Top-10

Model Membrane |BRD7 |fmr5 |ItpA |RHOD |VATP |BRD7 |fmr5 |ltpA |RHOD |VATP
width [A]

IMM1 23.1 14.88 [11.07 [9.21 [10.59 |5.10 [12.81 |14.16 |13.19 |14.61 |7.45
25.4 14.77 |11.01 |15.30 |10.52 |4.79 [13.43 |14.39 |13.64 |15.08 |6.18
27.0 14.62 |14.64 |13.77 [10.52 [5.17 [12.69 |13.86 |13.58 [15.08 [6.53
28.5 14.66 [14.41 [9.50 [10.61 |7.47 [12.96 |13.37 |13.53 |14.56 |6.67
30.4 12.79 |14.49 |12.39 |11.03 [4.66 [13.27 |13.13 |13.60 |15.03 |6.61

IMM1-p36 |23.1 1290 [12.42 [15.16 |10.64 |5.08 [13.39 |13.19 [12.94 [15.21 [6.39
25.4 12.76 110.50 [13.79 [10.57 |4.83 [13.46 |13.76 |13.94 |14.79 16.05
27.0 12.94 [14.60 [15.16 [10.56 |5.11 [12.38 |13.95 |13.04 |14.99 16.25
28.5 14.71 [14.54 [13.85 |10.63 |5.41 [12.94 |12.86 [14.33 [14.96 [6.37
30.4 12.89 |14.62 |14.03 |11.08 |4.64 [12.40 |13.27 |13.74 |15.61 |6.09

GBSW 23.1 14.67 [14.66 [13.67 [17.57 |539 [12.01 [14.17 |13.12 |15.00 |6.63
25.4 14.65 |14.62 |11.98 |17.57 |7.47 [12.11 |13.56 |13.21 |15.01 |6.18
27.0 11.65 [14.63 [11.95 [17.59 |535 [12.31 [13.56 |13.55 1532 6.33
28.5 12.88 |14.68 |12.01 |17.61 |7.51 [12.29 |13.71 |13.15 |15.33 |5.98
30.4 11.74 |14.68 |11.94 |17.58 |7.50 [11.81 |13.36 [13.39 |15.23 |5.74

HDGBv2 23.1 10.39 [14.67 [13.65 [10.61 |7.44 [11.98 |13.73 |13.86 |15.04 |5.81
25.4 13.36 |14.67 [13.68 |13.93 |7.47 [12.39 [13.78 |14.25 |15.76 |5.70
27.0 13.38 [14.63 [13.65 [10.63 |536 [11.44 [13.51 [14.40 |15.69 |5.70
28.5 10.22 |14.67 |15.22 |15.32 |532 [11.80 |13.66 [14.64 |1547 |5.44
30.4 10.20 |14.65 |13.68 [17.60 |8.83 [12.08 |13.72 [14.03 |1591 |6.24

HDGBV3 23.1 11.43 [14.58 [15.21 [16.92 |7.52 |11.72 |13.36 |13.68 |15.52 |5.48
25.4 10.90 |14.66 |13.68 [13.95 |7.46 [12.09 |14.72 [13.93 |16.12 |5.68
27.0 13.36 |14.64 [15.27 |15.33 |5.33 |11.58 |13.36 [14.20 [15.73 |5.92
28.5 10.88 [14.64 [13.72 |15.33 |5.30 |11.16 |13.75 |13.67 |15.90 |5.85
30.4 13.36 [14.65 [15.25 [17.60 |7.46 |11.86 [13.06 |13.97 |1545 ]6.70

HDGBvdW [23.1 10.27 113.49 [15.34 [13.98 |5.36 [12.70 |14.38 |14.24 |15.75 |5.79
25.4 10.94 |14.68 |14.36 [15.38 |7.51 [12.33 |13.89 [14.70 |15.68 |6.90
27.0 10.86 1097 [13.79 [15.44 |5.27 |12.11 [13.86 |14.37 |15.68 ]6.03
28.5 10.96 |14.70 |13.82 |17.67 |8.67 [12.65 |14.21 |13.46 |15.97 |6.75
30.4 1146 [14.68 [13.71 [14.05 |5.28 [12.13 |13.63 |14.84 [15.35 [6.47




Table S5. Z-scores for each protein in decoy set 2 with different scoring functions with different
membrane widths after application of the full scoring protocol.

Model Membrane | BRD7 fmr5 ItpA RHOD | VATP
width [A]
IMM1 23.1 7.40 5.53 3.91 5.39 5.52
25.4 7.15 5.79 3.73 5.36 5.84
27.0 7.17 5.19 3.90 5.23 5.57
28.5 7.44 5.54 3.95 4.92 5.52
30.4 6.87 5.16 3.73 4.59 5.08
IMMI1-p36 | 23.1 9.01 6.78 4.01 6.22 5.55
25.4 9.17 6.90 4.08 5.83 6.08
27.0 8.57 6.86 3.83 5.90 5.90
28.5 8.44 6.36 3.63 5.90 5.45
30.4 8.20 7.03 3.54 6.10 5.53
GBSW 23.1 7.68 6.93 4.07 5.83 0.66
25.4 6.34 5.71 4.12 6.12 6.74
27.0 7.10 5.81 3.82 5.90 6.75
28.5 6.19 5.67 3.95 5.68 6.61
30.4 6.75 5.63 4.01 5.46 6.39
HDGBvV2 23.1 8.62 8.07 4.14 6.71 6.39
25.4 8.02 8.58 4.06 6.71 6.34
27.0 7.72 6.96 4.21 6.46 6.74
28.5 7.84 7.87 3.85 0.43 0.38
30.4 7.81 7.90 4.07 6.63 6.18
HDGBvV3 23.1 7.54 8.11 4.63 6.03 6.96
25.4 7.93 7.79 4.00 591 6.40
27.0 7.63 8.23 4.13 6.32 6.08
28.5 7.70 7.99 4.02 6.38 6.08
30.4 7.30 7.24 4.07 6.25 6.38
HDGBvdW | 23.1 9.10 7.02 4.29 5.95 6.25
25.4 7.96 6.80 4.00 6.24 6.31
27.0 7.74 7.03 4.37 0.28 6.11
28.5 6.80 6.79 3.96 591 5.54
30.4 7.18 7.03 4.08 5.88 5.60




Table S6. Spearman’s rank correlation coefficients between scores and RMSD1 and RMSD: for
each protein in decoy set 2 with different scoring functions with different membrane widths after
application of the full scoring protocol.

RMSD; RMSD:>
Model Membrane |BRD7 |fmr5 |ltpA |RHOD |VATP [BRD7 |fmr5 |ltpA |RHOD |VATP
width (A)
IMM1 23.1 0.65 |0.08 |0.72 |0.67 038 |0.65 [0.10 |0.71 ]0.65 |0.11
25.4 0.65 (0.09 |0.75 |(0.67 |0.41 |0.65 |0.11 |0.75 [0.66 ]0.20
27.0 0.71 |-0.02 |0.77 |0.72 |0.40 |0.70 |-0.01|0.77 ]0.72 ]0.34
28.5 0.73 |0.01 |0.78 |0.70 |0.44 |0.72 [0.03 |0.79 [0.70 |0.41
30.4 0.70 |-0.08 [0.79 0.70 |0.45 |0.71 |-0.07|0.77 ]0.70 |0.46
IMM1-p36 |23.1 046 (024 |0.73 |0.68 044 1048 [0.25 |0.73 ]0.67 [0.03
25.4 048 |0.22 |0.80 |0.71 |0.47 |0.48 |0.24 |0.80 [0.70 |0.24
27.0 0.51 |0.20 |0.80 |0.74 |0.41 |0.50 |0.21 |0.80 [0.73 ]0.36
28.5 0.56 |0.22 |0.80 |0.73 |0.47 |0.56 |0.22 |0.80 [0.73 |0.44
30.4 0.57 1022 ]0.82 |0.72 |0.50 |0.58 10.23 |0.82 [0.72 ]0.48
GBSW 23.1 0.65 ]0.10 |0.82 |0.77 |0.53 |0.64 |0.11 |0.81 [0.76 [0.37
25.4 0.65 |0.07 |0.87 |0.81 |0.48 |0.64 |0.08 |0.86 [0.80 |0.50
27.0 0.68 |0.05 (082 |0.81 [0.51 |0.67 [0.06 [0.81 [0.81 [0.51
28.5 0.68 |0.11 |0.85 0.82 [0.50 |0.66 [0.11 [0.85 ]0.82 |0.61
30.4 0.67 |0.10 (0.83 0.79 |0.51 |0.64 |0.10 |0.84 [0.79 ]0.70
HDGBv2 |23.1 0.60 10.39 0.77 |0.69 ]0.52 [0.59 |0.40 [0.76 [0.67 ]0.45
25.4 0.60 |0.37 |0.77 |0.76 |0.53 |0.60 [0.37 (0.75 ]0.75 |0.51
27.0 0.63 10.32 (0.77 |0.75 |0.50 |0.63 |0.33 |0.76 |0.75 ]0.59
28.5 0.64 033 [0.76 |0.76 |0.56 |0.65 0.32 |0.75 ]0.75 |0.57
30.4 0.60 |0.27 ]0.74 |0.74 |0.52 |0.60 |0.28 |0.72 [0.73 ]0.58
HDGBv3  [23.1 0.61 (035 |0.81 |[0.74 |0.51 |0.61 [0.36 |0.79 ]0.74 [0.53
25.4 0.66 |0.35 (0.78 |0.78 |0.50 |0.65 |0.35 |0.77 ]0.77 ]0.54
27.0 0.69 (026 [0.79 |0.81 [0.54 |0.69 |0.26 |0.77 ]0.80 |0.65
28.5 0.61 |0.33 |0.76 |0.80 |0.57 |0.60 |0.34 |0.74 ]0.79 |0.65
30.4 0.61 (029 (0.80 |0.78 |0.57 |0.62 10.29 |0.79 |0.77 ]0.67
HDGBvdW |[23.1 0.62 1032 |0.81 |0.78 [0.46 0.62 10.32 |0.80 ]0.77 ]0.56
25.4 0.58 |0.24 |0.78 |0.80 |0.51 |0.58 10.24 |0.76 ]0.79 ]0.66
27.0 0.66 |0.33 |0.75 |0.82 041 |0.66 |0.33 |0.75 1]0.82 |0.65
28.5 0.58 10.34 [0.76 |0.79 ]0.53 0.59 0.34 |0.75 ]0.78 ]0.72
30.4 0.59 10.33 |0.78 0.76 |0.53 |0.59 ]0.32 |0.77 ]0.75 |0.73




Table S7. RMSD: values in [A] for top-scoring models of each protein in decoy set 2 with
different scoring functions with different membrane widths after application of the full scoring

protocol.
Top-1 Top-10

Model Membrane | BRD7 |fmr5 |ltpA |RHOD |VATP |BRD7 |fmr5 |ltpA |RHOD |VATP
width [A]

IMM1 23.1 1.57 |3.03 |1.56 |2.72 454 [3.01 [6.29 [2.32 |3.02 4.38
25.4 1.82 [3.13 |1.59 249 |3.77 [3.09 [6.42 [1.98 |2.64 3.49
27.0 1.70  |3.28 |1.62 |1.65 |2.00 [3.08 |6.77 |2.04 [2.47 2.52
28.5 1.68 1299 [1.58 |1.67 [1.80 [2.86 [6.34 |2.07 |2.11 2.10
30.4 1.97 |3.26 [1.77 190 [132 [3.26 |7.23 |2.07 |2.78 1.77

IMM1-p36 [23.1 237 |3.05 |1.57 |3.15 [4.51 [4.16 |5.51 |2.70 |3.71 441
25.4 3.00 |2.16 |1.39 [2.80 |3.80 [3.81 [4.69 |2.07 |2.90 3.60
27.0 1.73  |1.79 |145 [1.76 |2.11 456 [4.87 |2.62 |2.74 2.63
28.5 1.74 |3.02 |1.51 |1.69 [1.87 339 |5.19 |2.56 |[2.26 1.86
30.4 2.09 327 |1.80 [1.90 |1.31 |3.83 [5.67 |2.21 |2.47 1.84

GBSW 23.1 1.59 |1.60 [1.77 194 [1.85 (290 |6.12 |2.10 |2.31 1.87
25.4 1.68 16.20 [1.72 ]1.68 |1.88 [3.00 |6.30 |2.05 [2.47 1.93
27.0 2.86 [1.59 [1.48 |1.62 [1.80 [2.67 |5.80 |2.04 |[2.57 1.78
28.5 1.59 [1.60 [1.50 |1.70 |1.81 [2.41 [6.44 [2.12 |2.23 1.78
30.4 1.63 |1.58 |1.52 |1.58 |1.74 [3.10 [6.55 |2.02 |2.40 1.95

HDGBv2 |23.1 1.73  |1.61 |1.57 |1.67 [1.89 [3.69 |6.17 |2.15 |2.58 1.89
25.4 1.73  [3.01 [1.50 |1.61 |1.78 [3.49 |5.58 [2.51 |2.54 1.78
27.0 1.74 |1.60 [1.57 ]1.62 [1.80 [3.20 [542 |2.15 |2.11 1.82
28.5 1.73  |1.56 [1.76 196 |1.79 296 |5.04 |2.09 [2.46 1.84
30.4 1.74 |4.06 |1.54 [1.61 |1.76 [3.56 [5.77 |2.55 |2.48 1.90

HDGBv3 |23.1 1.66 [1.66 [1.49 |1.94 |1.82 [2.79 [5.59 |2.52 [2.49 1.81
25.4 1.57 |1.61 [1.57 [1.95 |1.77 |3.27 [4.96 [2.52 |2.58 1.96
27.0 1.65 |1.62 |[1.87 |1.58 [1.79 [3.62 530 |2.16 |2.09 1.78
28.5 1.59 |6.24 |1.75 ]1.60 |1.84 [3.07 |5.04 |2.17 |2.09 1.80
30.4 1.64 |1.58 |1.58 |[1.59 |1.77 |3.51 [4.97 |2.52 |2.21 1.84

HDGBvdW |23.1 1.64 [1.64 |1.63 |1.59 195 [3.72 [4.24 |2.21 |2.67 2.07
254 1.68 |1.63 |1.59 |1.99 |1.87 [3.61 [5.42 [2.10 |2.39 2.00
27.0 1.67 |1.64 [1.62 |1.61 [1.87 [3.37 [4.73 |2.68 |2.58 2.05
28.5 1.68 [1.61 [1.59 |1.64 190 [3.96 [4.24 |2.39 |2.12 1.95
30.4 2.01 [3.37 |1.55 [1.65 [1.80 [4.11 |3.75 |2.56 |2.40 1.98




Table S8. Average z-scores and Spearman’s rank

correlation coefficients with different
membrane widths for different energy components as in Table S4 but for decoy set 2.

Z-scores Correlation coefficients
Model Membrane |TOT |VDW |[ELEC|ASP |GB |TOT |VDW |ELEC |ASP |GB
width [A]
IMM1 23.1 5.55 |5.00 |3.48 |-4.15 |- 0.50 [0.36 [0.30 |-0.15
254 5.57 (495 |3.55 |-3.83 |- 0.52 (0.38 |0.32 |-0.13
27.0 541 |[5.10 |3.61 |-3.86 |- 0.52 (0.37 (034 |-0.13
28.5 548 (484 |3.71 |-3.75 |- 0.53 (035 (036 |-0.13
30.4 5.09 (4.69 |3.48 |-3.50 |- 0.51 (0.38 |0.39 |-0.17
MMI1-p36 [23.1 6.32 495 (442 |-4.90 |- 0.51 (0.32 (032 |-0.13
254 6.41 [497 |4.55 |-4.65 |- 0.54 (0.31 |0.32 |-0.09
27.0 6.21 496 (422 |-4.38 |- 0.53 (032 |0.35 |-0.11
28.5 596 (4.82 |4.18 |-4.23 |- 0.56 (0.33 |0.37 |-0.11
30.4 6.08 [522 |4.14 |-4.38 |- 0.57 (028 |0.44 |-0.12
GBSW 23.1 6.23 451 |2.82 |4.65 |-2.46 (0.57 |0.34 [0.41 |(0.25 |-0.35
254 580 (442 |2.62 |4.27 |[-2.23 |0.57 [0.34 [0.41 |0.28 |-0.34
27.0 5.88 [4.58 |2.73 |4.19 |[-2.27 |0.57 [0.33 [0.34 [0.26 |-0.25
28.5 562 (446 (249 |3.86 (-1.93 |0.59 [0.37 [0.34 |0.25 |-0.22
30.4 5.65 (446 |2.85 [3.69 (-2.34 |0.58 [0.38 [0.37 |0.27 |-0.25
HDGBv2 23.1 6.79 (498 [2.35 |2.70 |-1.74 |0.59 |0.37 [0.34 [0.28 |-0.26
254 6.74 1494 |2.11 |2.68 |-1.54 [0.61 |0.35 |0.37 [0.27 |-0.28
27.0 6.42 494 (226 |2.74 |-1.64 [0.60 |0.35 |0.37 [0.26 |-0.27
28.5 6.47 491 (229 |2.83 |-1.70 [0.61 |0.37 |0.36 [0.30 [-0.27
30.4 6.52 524 |(2.04 |2.55 |-1.43 [0.57 |0.37 |0.33 [0.30 |[-0.24
HDGBvV3 23.1 6.65 (493 (229 (247 |-1.63 [0.60 |0.38 [0.34 [0.26 |-0.25
254 6.41 (470 (240 |2.76 |-1.72 [0.61 |0.38 |0.36 [0.26 |-0.24
27.0 6.48 [5.07 |(2.19 |2.64 |-1.48 [0.62 |0.38 [0.33 [0.29 |[-0.22
28.5 6.44 [5.07 (230 |2.77 |-1.62 [0.61 |0.36 |0.33 [0.26 |-0.21
30.4 6.25 [4.69 |(2.09 |2.42 |-1.36 [0.61 |0.40 |0.39 [0.31 |-0.28
HDGBvdW |23.1 6.52 (561 |2.67 |-5.76 (-1.95 |0.60 [0.37 [0.36 |-0.32 |-0.27
254 6.26 [5.78 |2.23 |-5.73 |-1.57 [0.58 |0.38 |0.37 [-0.31 |-0.26
27.0 6.30 [540 |2.70 |-5.65 [-1.94 (0.59 [0.40 [0.34 |(-0.35 |-0.23
28.5 5.80 |[5.53 |2.20 |-5.51 (-1.54 |0.60 [0.39 [0.33 |-0.33 |-0.22
30.4 596 (550 |2.34 |-5.36 [-1.59 |0.60 [0.37 [0.34 |-0.34 |-0.23




