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Table S1  The structure (Å), density (ρ, g/cm3), impact sensitivity (h50, cm), detonation velocity 

(D, m/s) and detonation pressure (P, GPa) of ε-CL-20 and β-CL-201,2 

Form Structure ρ h50 D P

ε-CL-20 P21/n, Monoclinic 

(a=8.852, b=12.556, c=13.386, α=γ=90.0°, β=106.82°)

V=1.4229 nm3 a 

2.044 26.8 9660 45.6 

β-CL-20 Pb21a, Orthorhombic 

(a=9.676, b=13.006, c=11.649, α=β=γ=90.0°)

V=1.4358 nm3 a

1.985 24.2 9380 42.8

a The experimental values were obtained from Ref. 80 (D. C. Sorescu, B. M. Rice and D. L. Thompson, J. Phys. 

Chem. B, 1998, 102, 948–952)



Table S2  Average peak locations for the replicas by average-based sampling at 300 K

1# 2# 3# 4#
r(Å) 7.61 8.10 8.52 7.55 7.92 8.68 7.63 8.28 8.82 7.68 8.15 8.96

1/σ2(Å–1) 10.23 21.56 28.62 55.18 22.65 16.18 19.50 17.51 28.22 27.13 24.02 31.68

5# 6# 7# 8#
r(Å) 7.98 8.35 8.67 7.92 8.23 8.91 7.55 8.45 8.78 7.58 8.25 9.01

1/σ2(Å–1) 22.13 17.51 29.08 35.63 38.52 29.13 19.06 59.51 31.82 36.08 12.67 22.72

9# 10# 11# 12#
r(Å) 7.63 8.82 8.79 7.79 8.21 9.24 7.49 8.63 9.69 6.58 7.85 9.55

1/σ2(Å–1) 26.18 31.02 18.63 18.23 28.62 19.37 21.63 43.55 18.92 22.63 41.18 24.01

13# 14# 15# 16#
r(Å) 7.56 7.71 9.56 7.59 8.05 9.23 7.69 7.60 9.49 7.59 8.69 9.40

1/σ2(Å–1) 42.17 18.53 20.03 50.67 22.93 17.62 13.89 43.02 20.33 46.05 21.82 20.43

17# 18# 19# 20#
r(Å) 7.52 7.68 9.57 7.59 8.15 9.50 7.58 7.79 9.62 7.63 7.85 9.60

1/σ2(Å–1) 62.17 25.03 20.22 18.02 55.17 15.86 21.97 28.50 31.29 33.18 22.67 29.85



Table S3  Values of the partition coefficient (PC) and partition entropy (PE)

1# 2# 3# 4# 5# 6# 7# 8# 9# 10#

PC 0.81 0.72 0.77 0.79 0.63 0.76 0.82 0.70 0.75 0.80

PE 0.39 0.45 0.42 0.38 0.53 0.39 0.41 0.43 0.36 0.52

11# 12# 13# 14# 15# 16# 17# 18# 19# 20#

PC 0.78 0.75 0.59 0.66 0.78 0.79 0.70 0.79 0.75 0.78

PE 0.41 0.45 0.62 0.33 0.40 0.39 0.51 0.38 0.45 0.45



Fig. S1  Crystal structures of β-CL-20 and ε-CL-20
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Fig. S2 The distribution of (a) distance, (b) bond orientation, (c) relative orientation OPs for CL-
20 at 300.0 K. 


