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Table S1. Distribution of MCSS minima of functional groups on the binding surface of 

AbHC19 

 

M C S S S 1 S 2

B E NZ  -  -  - 1 1 2 ( -1 0 .0 0 ,  -1 0 .2 0 )

IMIA  -  -  - 5 5 ( -1 0 .4 0 ,  -1 2 .4 0 )

PH E N 1 6  ( -1 0 .0 0 ,  -1 1 .3 0 ) Arg 9 7 (H )  x  1 6 1 0 7

IND O  -  -  - 3 3 -1 5 .3

-1 5 .4 H  b on d  Ty r1 0 7 (H )  x  1

MAMM  -  -  - 6 6 -1 5 .6 0 ; As p 9 8 (H )  x  1

-1 5 .3 0 ,-1 5 .8 0

MG UA  -  -  - 4 9  -1 5 .4 0 ,  -1 6 .9 0 ,  -1 7 .6 0

 ( -1 7 .2 9 ,  -1 8 .7 0 ) H  b on d  Ty r1 0 7 (H  )x  4

S p e c if ic  I n t e r  
e n e r g y  k c a l/m o l

S p e c if ic  
in t e r a c t io n s

S p e c if ic  I n t e r  
e n e r g y  k c a l/m o l

S p e c if ic  
in t e r a c t io n s

π-π  Trp 5 2 (H )  x  1 4

π-π  Trp 5 2 (H )  x  5

( -1 0 .0 0 ,-1 6 .1 0 ) π-π  Trp 5 2 (H )  x  7

π-π  Arg 9 7 (H )  x  1

H  b on d  Ty r1 0 2 (H ) ,  
Ty r1 0 7 (H )  x 1

π-π  Arg 9 7 (H )  x  3



 

Table S2. Distribution of MCSS minima of functional groups on the binding surface of 

AbCR9114 

 

 

MCSS S1 Specific interactions S2 Specific interactions

BENZ 29 21 (-10.10,-11.40)

PHEN 42 (-10.00,-12.60) 7 -10.00, -11.30 H bond Asn25(L)x 7

INDO 4 -15.40 3 -15.50 H bond Asn25(L)x 1

-15.20,-15.20

MGUA  -  -  - 4 Asp101(H)

ACET 4 -17.20 Ser46(H) x 1 6 -16.10,-16.10 SER39(L) X 2

Interaction energy 
kcal/mol

Interaction energy 
kcal/mol

(-10.50,-11.1)  π -π  Phe49(H)x29 π-π  Tyr38(L) x 21

π-π  Phe49(H)x13

π-π   Phe49(H)

π-π  Tyr38(L) x 2

(-15.00,-17.20)



 

Table S3. Distribution of MCSS minima of functional groups on the binding surface of 

AbBH151 

 

 

M C S S B 1 B 2

B E NZ  -  -  - 2  ( -1 0 .1 0 ,  -1 0 .2 0 ) Ph e1 0 5 (H )x 2

PH E N  -  -  - 1 1  ( -1 0 .0 0 ,  -1 0 .4 0 ) Ph e1 0 5 (H )x  5

 ( -1 0 .0 0 ,  -1 1 .7 0 ) Ph e1 0 5 (H ) ,Arg 9 8 (H )  x  6

AC E T 9 u p  to -1 6 .8 0 Arg 1 0 2 (H )  x  9 3 0 u p  to -1 7 .7 Arg 1 0 2 (H )  x  1 7

I n t e r a c t io n  
e n e r g y  k c a l/m o l

S p e c if ic  
in t e r a c t io n s

I n t e r a c t io n  e n e r g y  
k c a l/m o l

S p e c if ic  
in t e r a c t io n s



 

Table S4. Distribution of MCSS minima of functional groups on the binding surface of 

Ab4F5 

 

 

M C S S B 1 B 2 B 3

B E NZ 3 7 u p  to -1 1 .0 0 Le u 4 7 (H )x 3 7 6 u p  to -1 0 .0 0 Ty r5 0 (H )x 6 1 1 u p  to -1 1 .2 0

IMIA 1 0 u p  to -1 2 .9 0 Le u 4 7 (H )x 1 0 3 u p  to -1 0 .7 0 As p 1 1 8 (L )x 3 3 u p  to -1 0 .9 0

PH E N 3 7 u p  to -1 3 .4 0 Le u 4 7 (H ) ,Ty r5 0 (H ) 2 0 u p  to -1 3 .8 0 1 8 u p  to -1 3 .4 0

IND O 1 1 u p  to -1 6 .1 0 H  b on d  G ly 1 0 1 (L )  - 1 u p  to -1 0 .1 0

AC E M 1 6 u p  to -1 1 .7 0 As p 5 4 (L ) 4 u p  to -1 0 .0 0 As p 5 1 (H ) 2 -1 0 .1 As n 3 2 (H )

MAMM 3  ( -1 5 .2 0 ,  -1 6 .0 0 ) As p 5 4 (L )  x  3

MG U A 6 0 u p  to -2 0 .8 As p 5 4 (L )

I n t e r a c t io n  
e n e r g y  k c a l/m o l

S p e c if ic  
in t e r a c t io n s

I n t e r a c t io n  
e n e r g y  
k c a l/m o l

S p e c if ic  
in t e r a c t io n s

I n t e r a c t io n  
e n e r g y  
k c a l/m o l

S p e c if ic  
in t e r a c t io n s

Ty r3 3 (H ) ,  
Ty r1 0 4 (H )x 1 1Ty r3 3 (H ) ,  
Ty r1 0 4 (H )x 3

π -π  Ty r1 0 4 (L ) ,  
Ty r3 3 (H )

H  b on d s  As n 1 1 5 (L ) ,  
As n 3 2 (H )

Ty r3 3 (H ) ,  
Ty r1 0 4 (H )x 3


