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Table S1 The predicted crystal habit parameters of DNTF crystal in vacuum by AE

model“
GkD Multiplicity dy Fan D Ry et
(total)  (vdW) (elec) area/%
11 4 8.75 -48.71  -44.47 -4.25 48.71 1.24 42.62
002) 2 7.55 -39.14  -41.03 1.89 39.14  1.00 30.24
(1o 4 6.09 -81.54 -63.93 -17.61 81.54 2.08 13.76
(110) 4 5.66 -83.31 -66.42 -16.89 83.31 2.13 9.22
(rru1 8 530 -8442 -64.10 -20.33 8442 2.16 4.16

a All energies are in kcal mol'!, distances are in A.

Table S2 The diffusion coefficient of solvent molecules on different DNTF surfaces

Solvent (hkD D/x1010m? g1
001) 6.66
O11) 6.35

H,0/AcOH (101 5.36
(110) 551
(111) 521
001) 7.49
O11) 6.13

H,O/EtOH (101) 5.72
(110) 5.06
(111) 5.37

Table S3 Results of sensitivity for crystallized DNTF

Samples Impact sensitivity, P/% Friction sensitivity, P/%
DNTF 14 90 18
DNTF 2° 92 60

@DNTF crystal cultivating from the solvent of H,O/AcOH.

b DNTEF crystal cultivating from the solvent of H,O/EtOH.
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Fig. S1 The configurations of DNTF surface-H,O/AcOH interfaces from the MD

equilibrium.
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Fig. S2 The configurations of DNTF surface-H,O/EtOH interfaces from the MD
equilibrium.



