
 

 

Supporting Information: Crystal contact analysis 

The crystal contact analysis was carried out using PISA (Krissinel & Henrick, 2007) and the output is presented in Table A. All contacts appear two 

times in the structures wherefore the total values have been multiplied by two. The contacts are numbered as in Figure 5. 

Table S1. Crystal contact analysis for five Bacillus lentus subtilisin crystal structures.  
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 #1 41 36 14 11 27,42-47,87,89,111,114-117 177-180,186,251-253,255-257 355.6 3.8 3.4 7  

 #2 30 34 11 13 
129,131,134-135,138,141-

142,165-167,238 

53,58-60,96-97,203-205,207-

209,211 
316.8 3.4 -2.4 2  

 #3 25 26 10 10 
235,239,243,245-

247,250,253-254,269 

1,3,176-177,198,200,207-

208,210,212 
204.5 2.2 1.5 2  

 #4 19 18 8 9 17-20,22,24,85,234 127-129,155-158,164,186 177.2 1.9 -0.2 2  

 #5 24 18 9 8 4,9,12,14-15,18,249,265,269 49,51-52,103,107,110,132,135 160.5 1.7 -0.8 0  

 #6 14 18 5 5 229,231-234 37-39,41,206 123.3 1.3 -1.7 0  

 Total 606 226   2675.8 28.8 -0.4 26  

PDB-entry 1JEA 

 
#1 36 42 13 14 1,37,39,41-42,44,73-77,84-85 

9-10,12,176-179,249-252,256-

257,261 
359.1 3.8 -2.0 5  

 
#2 40 33 14 10 1,3,6,79-80,198,200,204-210 

128-131,134-135,161,164-

165,188 
323.9 3.5 -0.4 5 + 



 

 

 
#3 36 29 14 11 

25,27,87,115-118,142-

144,229,233-234,236 
47-57,101,103,107 299.0 3.2 -0.8 2  

 
#4 6 4 2 3 246,269 157,186,255 27.2 0.3 0.2 0  

 Total 452 162   2018.4 21.6 -6.0 24  

PDB-entry 1NDQ 

 
#1 30 42 12 15 1,37,39,41-42,73-77,84-85 

9-10,12,176-179,249-253,256-

257,261 
348.4 3.7 -1.8 6  

 
#2 25 30 9 9 111,113-116,139,142-144 245-246,250-254,258-259 241.1 2.6 2.4 5  

 
#3 41 37 10 14 

15,18-21,230-231,265,268-

269 

97-99,125-129,153-

154,156,158,183,185 
322.8 3.4 -1.4 3  

 
#4 39 31 16 14 

52-55,58-60,92,96-97,203-

205,207-209 

51,99-103,106-107,110,129-

132,135 
312.1 3.3 -5.2 2  

 
#5 3 4 2 2 1,77 142-143 33.3 0.4 -0.6 0  

 Total 564 206   2515.4 26.8 -13.2 32  

A1 (This work) 

 
#1 49 56 15 19 

1,37-39,41-42,73-77,84-

85,205-206 

6,9-10,12,14,176-179,249-

253,257,261,263,265,269 
494.2 5.3 -1.7 8  

 
#2 36 35 9 13 

107,110,113-

114,116,135,139,142-143 

187-191,242,245,250,253-

255,258-259 
279.7 3.0 0.6 8  

 
#3 12 11 8 3 60,203-204,207-211 127-129 125.2 1.3 -2.3 0  

 
#4 7 11 1 5 269 154-156,180,186 93.6 1.0 1.0 1  

 
#5 4 4 3 2 24-25,233 52,54 20.9 0.2 -0.5 0  



 

 

 
#6 1 1 1 1 18 234 2.3 0.0 0.0 0  

 Total 454 160   2031.8 21.8 -5.8 34  

A2 (This work) 

 
#1 57 60 19 21 

1,36-39,41-43,57,73-77,84-

85,205-206,208 

6,9-10,12,14-15,18,176-179,249-

253,257,261,263,265,269 
561.1 5.9 -1.3 10  

 
#2 40 36 11 14 

107,110,113-116,135,138-

139,142-143 

164,187-190,242,245,250,252-

255,258-259 
298.1 3.2 1.2 6 + 

 
#3 23 24 11 10 60,153,203-205,207-212 102,126-132,154,156, 252.3 2.7 -3.9 2 + 

 
#4 26 22 9 7 24-27,118,229-230,233-234 51-55,57,97 202.0 2.1 -2.6 0 + 

 
#5 17 18 4 8 19,247,265,269 154-157,180,182,186,256 131.9 1.4 2.1 2 + 

 
#6 9 9 2 3 18,20 234,236,239 58.5 0.6 0.0 0  

 Total 682 238   3007.8 31.9 -9.0 40  

 


