Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2020

20.0 Ty I TN;I— p
' I 58 353 2
B ERHLT S 0
17.5 -] - "'EF' I
e p I s
1501 399 jg;\.l ’ :‘ 18
- T g0 s e
L Jbd L
nsl &€ b e 2
<‘100 = ' 55"
0 1007 ece . d
° - Au SIS es D v ' ¢
751 = o s s &
5.0 - L I N ) _ ‘
5] - I a) 1 Cl-20 : 1 HMX
0 5 10 20 25 :

15
angle, deg

Fig. 1 Fingerprints of 3 different randomly chosen computational crystals
of TNT (denoted with different colors).

d) 2 TATB : 1 HMX

Fig. 2 Angles between vectors of identical colors are set as fingerprints
for creating the energy surfaces for TATB (a) and HMX (b)

h) 4 BTF : 8 CL-20

g) 4 DNDAP : 8 CL-20

Fig. 3 Crystal structures of cocrystals of energetic materials predicted by
USPEX.
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