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Figure S1. Relative total energy in kcal/mol of the decoys obtained using IMM1 standard non-bonded options 

with T=27 Å vs RMSD. Purple crosses – VATP; red squares – fmr5; green dots – ltpA; blue diamonds –BRD7; 

black triangles –RHOD. 
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Table S1. Discrimination of the native structures by the implicit membrane models.  

 IMM1 IMM1-p36 GBSAIM GBSW HDGB Ʃ  

T, Å 23.1 25.4 27 28.5 30.4 23.1 25.4 27 28.5 30.4 23.1 25.4 27 28.5 30.4 23.1 25.4 27 28.5 30.4 28.5  

VATP   *    * * * * *     * * * * * * 12 

fmr5  * *   * * * * *      * * * * * * 13 

ltpA       *     *     * * *   5 

BRD7 * * * * * * * * * * * *  * * * * * * * * 20 

RHOD  * *  *  * * * * * * * *  * *  * * * 16 

*
 native structure has the lowest energy 

 

 



   

   

   

   

      

      

Figure S2. Relative energy contributions  in kcal/mol of the decoys obtained using IMM1, IMM1-p36, GBIM, and GBSW implicit membrane models vs RMSD with membrane width  25.4 Å.  Purple crosses – VATP; red squares – fmr5; green dots – ltpA; blue diamonds –BRD7; black triangles –RHOD. 
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Figure S3. Relative energy contributions  in kcal/mol of the decoys obtained using IMM1, IMM1-p36, GBIM, and GBSW implicit membrane models vs RMSD with membrane width  27 Å.  Purple crosses – VATP; red squares – fmr5; green dots – ltpA; blue diamonds –BRD7; black triangles –RHOD. 

 

-200 

-100 

0 

100 

200 

300 

0 5 10 15 20 25 

IM
M

1
 V

D
W

  

RMSD  

-100 

0 

100 

200 

300 

0 5 10 15 20 25 

IM
M

1
 E

LE
C

  

RMSD  

-300 

-200 

-100 

0 

100 

200 

0 5 10 15 20 25 

IM
M

1
 S

FE
 

RMSD  

-100 

-50 

0 

50 

100 

150 

200 

250 

300 

0 5 10 15 20 25 

IM
M

1
-p

3
6

  V
D

W
 

RMSD  

-100 

0 

100 

200 

300 

400 

0 5 10 15 20 25 

IM
M

1
-p

3
6

 E
LE

C
 

RMSD  

-300 

-200 

-100 

0 

100 

0 5 10 15 20 25 

IM
M

1
-p

3
6

 S
FE

 

RMSD  

-100 

-50 

0 

50 

100 

150 

200 

0 5 10 15 20 25 

G
B

SA
IM

  V
D

W
 

RMSD  

-600 

-400 

-200 

0 

200 

400 

600 

0 5 10 15 20 25 

G
B

SA
IM

 E
LE

C
 

RMSD  

-40 

-20 

0 

20 

40 

60 

0 5 10 15 20 25 

G
B

SA
IM

 A
SP

 

RMSD  

-400 

-200 

0 

200 

400 

600 

0 5 10 15 20 25 

G
B

SA
IM

  G
B

EN
 

RMSD  

-80 

-40 

0 

40 

80 

120 

160 

0 5 10 15 20 25 

G
B

SA
IM

  E
LE

C
+G

B
EN

 

RMSD  

-120 

-80 

-40 

0 

40 

80 

120 

160 

200 

0 5 10 15 20 25 

G
B

SA
IM

 V
D

W
+A

SP
 

RMSD  

-100 

-50 

0 

50 

100 

150 

200 

250 

300 

0 5 10 15 20 25 

G
B

SW
  V

D
W

 

RMSD  

-900 

-600 

-300 

0 

300 

600 

900 

1200 

0 5 10 15 20 25 

G
B

SW
  E

LE
C

 

RMSD  

-10 

0 

10 

20 

30 

40 

50 

0 5 10 15 20 25 

G
B

SW
  A

SP
 

RMSD  

-900 

-600 

-300 

0 

300 

600 

900 

0 5 10 15 20 25 

G
B

SW
  G

B
EN

 

RMSD  

-50 

0 

50 

100 

150 

200 

250 

0 5 10 15 20 25 

G
B

SW
  E

LE
C

+G
B

EN
 

RMSD  

-100 

0 

100 

200 

300 

400 

0 5 10 15 20 25 

G
B

SW
  V

D
W

+A
SP

 

RMSD  



   

   

   

   

      

      

      

Figure S4. Relative energy contributions  in kcal/mol of the decoys obtained using IMM1, IMM1-p36, GBIM, GBSW and HDGB implicit membrane models vs RMSD with membrane width  28.5 Å. Purple crosses – VATP; red squares – fmr5; green dots – ltpA; blue diamonds –BRD7; black triangles –RHOD. 
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