
Supplementary Material 
 
Non-exhaustive list of molecular contacts in the four different crystal packings. 
M-: monomer chain; nb #: total number of interactions; ¶: zones of contacts 
The total buried surface of tetramers is 4 x 420 = 1680 Å2 for I222, 1805 Å2 for P21212,  2310 and 
1360 Å2  (<surface>= 1835 Å2 ) for P21 1740 Å2 for P3121. Amino acid residues taking part to 
lattice interactions are indicated in one letter code. They develop hydrogen bonds (h) or Van der 
Waals (vw) or ionic (i) interactions. 
 

M- 

residues 
(x,y,z) 

residues  
(symm. related) M- 

symetry nature of 
contacts 

nb 
# 

¶ buried 
surface 

 I222        
 
 
 
 
 
 
 
 
 

K48 
A49, N51 
 
W160 
A225 
 
Q195 
E196 
Q195 
R198 

R198 
Q195 
 
Q195, E196 
Q195 
 
W160,A225 
W160 
A49,N51 
K48 

 
 

X+1/2,3/2-Y,1/2-Z 
 
 
1/2-X,Y-1/2,1/2-Z 
 
 
1/2X,Y+1/2,1/2-Z 
 
X-1/2,3/2-Y,1/2-Z 

3vw,  h  
2vw, 2h 
 
20vw, h 
vw 
 
17vw, h 
4vw 
2vw, 2h 
3vw,  h 

8 
 
 
22 
 
 
22 
 
8 
 

1 
 
 
2 
 
 
3 

= 420 Å2 

 P21212        
A 
 
 
B 
 
 
A 
 
C 
 
 
A 
 
 
 
 
C 
 
 
D 
 
 
 
C 
 
 
 
D 
 
 
 
 
 
 
 
 

K48 
A49 
N51 
W160 
A225 
 
D112 
G113 
D112 
G113 
 
Q158 
W174 
N223 
K273 
 
W174-"flat cycl
 
"SAC"1 
E236 
Q237 
A240,Q243 
 
Q195 
E196 
R198 
 
E41 
E89 
H95 
E136 
G137, K138 
 
W174 
Q269, K273 

R198 
Q195 
Q195 
Q195, E196 
Q195 
 
Q269 
Q269 
W174 
K273 
 
E136,G137,K138 
E136,H95,E41 
G137,K138 
E89 
 
ic group"-W174 
 
E236 
SAC1 
A240,Q243 
Q237 
 
W160,A49,N51,A225 
W160 
K48 
 
W174 
K273 
W174 
Q158,W174 
Q158,N223 
 
D112 
D112, G113 

C 
 
 
 
 
 
D 
 
D 
 
 
D 
 
 
 
 
C 
 
D 
C 
D 
 
 
BA 
B 
A 
 
A 
 
 
 
 
 
C 
A 

X, Y, Z+1 
 
 
 
 
 
X+1/2,-Y+1/2,-Z 
 
 
 
 
-X+1/2,1/2-Y,-Z 
 
 
 
 
1-X,1-Y,Z 
 
-X,1-Y,Z 
 
 
 
 
X, Y, 1-Z 
 
 
 
-X+1/2,Y+1/2,-Z 
 
 
 
 
 
1/2-X,-Y+1/2,-Z 
 

3vw, h  
2vw, h 
     h 
12vw 
vw 
 
2h, 4vw 
4vw, 2h 
2vw, h 
 
 
3vw, 2h 
33vw 
3h, 4vw 
2vw, h 
 
vw 
 
h, 2vw 
h, 2vw 
3vw, 2h 
3vw, 2h 
 
14vw,h 
2vw 
3vw, h 
 
vw 
2vw, h 
27vw 
5vw, h 
4h, 7vw 
 
2vw 
5h,  
8vw 

22 
 
 
 
 
 
15 
 
 
 
 
48 
 
 
 
 
72 
 
16 
 
 
 
 
21 
 
 
 
48 
 
 
 
 
 
15 
 
 

1 
 
 
 
 
 
2 
 
 
 
 
3 
 
 
 
 
4 
 
5 
 
 
 
 
1' 
 
 
 
3' 
 
 
 
 
 
2' 
 
 

260 Å2 
 
 
 
 
 
180 Å2 
 
 
 
 
260 Å2 
 
 
 
 
75 Å2 
 
330 Å2 
 
 
 
 
260 Å2 
 
 
 
260 Å2 
 
 
 
 
 
180 Å2 
 
 

 P21        
A 
 

D21,E22,K23 
T24,G25 

W160 
W160,W174 

F 
 

-X,Y+1/2,1-Z 
 

4vw 
2h,17vw 

36 
 

1 
 

550 Å2 
 



 
 
A 
 
 
 
 
 
B 
 
 
 
 
 
 
 
A 
 
 
 
 
B 
 
 
C 
 
 
 
 
C 
 
 
 
 
 
 
 
C 
 
 
 
 
D 
 
 
 
 
-- 
E 
F 
 
 
 
 
 
 
 
 
E 
 
 
 
H 

D112,K114,P117 
 
Q158 
L163 
D165 
E172 
W174 
N223 
S52 
I88,E89 
K90 
Y91 
N92 
H93 
E136 
 
E89 
S192,Q195,E196 
S199 
H200 
 
D165,T168 
Q269 
 
N156 
W160 
W174 
N223 
 
Q195 
 
S263 
W264 
H265 
K266 
G267 
 
K273 
S295 
S296 
L297 
K298 
K4 
E41 
H95,E136 
G137 
K138 
-------------- 
S52 
W160 
R164 
D165 
E166 
E172 
W174 
K273 
W264 
 
W160 
W174 
K273 
 
N92 
S192 
Q195 
E196 
S199 
H200 

K273,W174 
 
K138 
S296 
L297 
E41 
E136,H95,E41 
K138,G137 
K4 
K298 
L297,K298 
S296,L297 
S96,L297,K298 
S296 
K298 
 
K273 
W174 
W160,W174 
W160 
 
Q195 
N92 
 
E172 
E166,W264 
R164,D165,E166 
R164 
 
K114 
 
S192,E196 
Q195,E196,S199 
S199 
S199,H200 
E196 
 
S52 
N92 
Y91,N92,H93,L163 
K90,Y91,N92,H93,L163 
I88,E89,K90,N92,E136 
S52 
E172,W174 
W174 
N223 
N223,E158 
------------------- 
K273 
D21,E22,K23,T24,G25 
N223,W174 
W174 
W160,W174 
N156 
T24,G25,P117 
K114,D112,K114 
W160 
 
S199,H200 
S199,E196,Q195,S192
E89 
 
Q269 
S263,W264 
D165,T168,W264 
S63,W264-G267 
W264,H265,K266 
K266 

 
 
D 
C 
C 
D 
 
 
C 
 
 
 
 
 
 
 
E 
 
 
 
 
H  
 
 
F 
 
 
 
 
D 
 
H 
 
 
 
 
 
E 
 
 
 
 
B 
A 
 
 
 
-- 
C 
A 
C 
 
 
 
 
 
 
 
A 
 
 
 
B 
C 
B C 
C 

 
 
-X,Y-1/2,1-Z 
 
 
 
 
 
 
 
 
 
 
 
 
 
x,y,Z-1 
 
 
 
 
1-X,Y+1/2,1-Z 
 
 
-X,Y+1/2,1-Z 
 
 
 
 
X-1,Y,Z 
 
1-X, Y+1/2,1-Z 
 
 
 
 
 
-X,Y+1/2,1-Z 
 
 
 
 
 
 
 
 
 
----------------- 
-X,Y-1/2,1-Z 
 
 
 
 
 
 
 
 
 
X,Y,Z+1 
 
 
 
1-X,Y-1/2,1-Z 
 
 
 
 
 

2h,11vw 

vw 
vw 
vw 
vw 
29vw 
3h,3vw 
h,vw 
h,5vw 
h,8vw 
4vw 
4h,12vw 
3vw 
     i 

    i 
21vw,2h 
h, 11vw 
vw 

4h,2vw 

h,vw 
7vw 
20vw,2h 
2h,vw 

vw 

4h,6vw 
4h,9vw 
vw 
2h,11vw 
h,4vw 

h,4vw 
h 
2h,14vw 
8vw,h 
2h,i,12vw 
h,vw 
6vw 
24vw 
2h,2vw 
2vw,h 
------- 
h, 4vw 
17vw,h 
2h,4vw 
11vw,h 
12vw 
h,vw 
h,7vw 
2h,10vw 
2vw 

10vw 
3h,23vw 
     i 

     h 
3h,3vw 
4h,7vw 
3h,11vw 
2h,8vw 
6vw,h 

 
 
80 
 
 
 
 
 
 
 
 
 
 
 
 
 
37 
 
 
 
 
6 
 
 
34 
 
 
 
 
1 
 
42 
 
 
 
 
 
85 
 
 
 
 
 
 
 
 
 
-- 
67 
 
 
 
 
 
 
 
 
 
37 
 
 
 
49 

 
 
2 
 
 
 
 
 
 
 
 
 
 
 
 
 
3 
 
 
 
 
4 
 
 
5 
 
 
 
 
6 
 
7 
 
 
 
 
 
8 
 
 
 
 
 
 
 
 
 
-- 
1 
 
 
 
 
 
 
 
 
 
2 
 
 
 
3 
 
 
 

 
 
570 Å2 
 
 
 
 
 
 
 
 
 
 
 
 
 
300 Å2 
 
 
 
 
300 Å2 
 
 
210 Å2 
 
 
 
 
25 Å2 
 
320 Å2 
 
 
 
 
 
570 Å2 
 
 
 
 
 
 
 
 
 
------- 
560 Å2 
 
 
 
 
 
 
 
 
 
210 Å2 
 
 
 
300 Å2 
 
 
 



 

 P3121        
A 
 
 
 
 
 
 
 
B 
 
 
 
 
 
 
B 
 
D 
 
 
C 
 
 
 
D 
 
 
 
 
 
D 
 
 

E41,H95,E136 
G137 
K138 
 
Q158 
E172 
W174 
N223 
I88 
E89 
K90 
Y91 
N92 
H93 
 
Q237 
A240, R241 
K114 
D112 
 
S296 
L297 
K298 
S299 
E41 
H95 
E136 
G137 
K138 
 
N156 
Q158 
W174 
N223 

W174 
W174,N223,N156,Q158 
Q158,N223 
 
K138,E136 
E41 
E41,H95,E136,G137 
K138, G137 
S299 
K298,S299 
L297,K298 
S296,K298 
S296,L297,K298,S299 
S296 
 
K114 
D112 
Q237 
A240, R241 
 
Y91,N92,H93 
K90, N92 
E89,K90,Y91,N92 
I88,E89,N92 
W172,W174 
W174 
Q158,W174 
N223,W174 
Q158,N223 
 
G137 
G137,K138 
G137,E136,H95,N41 
G137,K138 

D 
 
 
 
D 
 
 
 
C 
 
 
 
 
 
 
D 
 
B 
 
 
B 
 
 
 
A 
 
 
 
 
 
A 
 

1-X,Y-X,1/3-Z 
 
 
 
Y,X-1,-Z 
 
 
 
Y,X-1,-Z 
 
 
 
 
 
 
X-Y,-Y,2/3-Z 
 
 
 
 
Y+1,X,-Z 
 
 
 
 
 
 
 
 
 
1-X,1-X+Y, 
1/3-Z 
 

21vw  
5h, 3vw 
3h,11vw 
 
5vw, h 
     h 
31vw 
3h, 2vw 
vw 
3vw, 2h 
5vw, 2h 
4vw,  h 
7h,18vw 
3vw, 2h 
 
2vw 
h,i,5vw 
2vw 
h,i,5vw 
 
4h,10vw 
h,  6vw 
8h,12vw 
7vw, 2h 
3vw 
23vw 
5vw,h 
2h,2vw 
h, 6vw 
 
h 
3vw,2h 
22vw, h 
4h,10vw 

43 
 
 
 
91 
 
 
 
 
 
 
 
 
 
 
18 
 
 
 
 
93 
 
 
 
 
 
 
 
 
 
43 
 
 
 

1 
 
 
 
2 
 
 
 
 
 
 
 
 
 
 
3 
 
 
 
 
4 
 
 
 
 
 
 
 
 
 
5 

265 Å2 

 

 

 

540 Å2 

 

 

 

 

 

 

 

 

 

 

230 Å2 
 
 
 
 

540 Å2 
 
 
 
 
 
 
 
 
 

265 Å2 
 
 

 

 
 
 


