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Supplementary Table 1. Comparison of enthalpy ( , unit: eV), density ( , unit: / 3),
and lattice constants of 1:2 HMX:CL-20 structures obtained by MLP and DFT

optimization at zero pressure

(A) (A) (A) cH) ) )

DFT 201541 1.947 16568 10.041 12232 9031  100.57 89.90
MLP -199.499  1.899 16.631 10.038 12.446 90.14  99.18  89.79
DFT -199.676  1.823 12.239 12.099 8278 9623  89.77  61.43
MLP -199.570  1.787 12.022 12.693 8.079  98.52  92.86  63.36
DFT -199.570  1.811 11.606 12.755 8257 8542 8528  62.07
MLP 199762 1740 12.455 13.023 8.099 9479  97.14  59.19
DFT -199.586 1.814 11.833 8243  12.647 8261 6227  93.14
MLP -199.656 1.815 11.654 8346  12.723 8326 61.74 9341
DFT -199.555 1.808 11.868 8296  12.551 83.08 62.15  92.67
MLP -199.656 1.815 11.655 8335 12734 8331  61.76  93.50
DFT -199.829 1.845 11912 12.574 8.088  97.58  89.99  118.22
MLP -199.633  1.714 12422 12639 8.053  90.00 9553 11537
DFT -199.559 1.816 11.906 8261 12574 83.05 61.79  93.27
MLP -199.657 1.814 11.648 8341 12742 83.11 61.78  93.47
DFT -199.591 1.817 11.816 8291  12.503 83.16 6226  91.58
MLP -199.657 1.815 11.653 8335 12741 8322  61.77  93.50
DFT 199585 1.821 11.961 8323 12379 83.58 6145  92.47
MLP -199.657 1.814 11.647 8339 12750 83.08 61.78  93.49
DFT 199413 1.822 11385 12377 8.196 9404 89.96  111.90
MLP -199.755 1.766 12.673 12.016 7.980  86.68 91.19  114.67

DFT -199.579 1.802 12.101 8.277 12.403  83.13 61.91 92.68
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Supplementary Table 2. Comparison of enthalpy (E, unit: V), density (p, unit: g/cm?),
and lattice constants of 1:1 HMX:CL-20 cocrystal structures after optimization by MLP

and DFT at zero pressure

(A) (A) A) CH)y ) )

DFT -127.398  1.830 8.451 8.797 9.043 89.51 83.70 94.15
MLP -127.334  1.832 8.591 8.599 9.131 88.63 82.88 95.61
DFT -127.370  1.835 8.445 8.820 9.011 89.24 83.48 94.38
MLP -127.341  1.831 8.609 8.592 9.120 88.50 83.02 95.55
DFT -127.517 1.846 8.636 8.646 8.917 88.85 84.14 93.72
MLP -127.377  1.828 8.706 8.558 9.050 87.76 83.95 94.99
DFT -127.356  1.829 8.352 8.980 8.985 88.95 83.78 95.18
MLP -127.297  1.845 8.439 8.636 9.208 89.18 82.13 95.83
DFT -127.431 1.829 8.878 9.121 8.262 91.22 87.47 93.58
MLP -127.567 1.875 8.894 8.863 8.338 91.73 85.13 96.68
DFT -127.552  1.846 8.594 8.533 9.048 87.94 85.84 92.11
MLP -127.432  1.821 9.014 8.503 8.795 88.36 84.45 93.00
DFT -127.370  1.888 10.073  7.826 8.422 100.13  81.71 88.72
MLP -127.171  1.838 10.867 7.466 8.407 97.49 80.18 86.11
DFT -127.023  1.869 7.052 8.233 12.377 86.83 89.70 65.45
MLP -127.041 1.812 7.156 8.097 12.529  85.85 86.72 68.48
DFT -127.064 1.845 7.345 8.322 12.208 87.85 89.77 62.46
MLP -127.015  1.803 7.377 8.126 12315  87.78 87.52 66.54
DFT -127.029  1.838 7.269 8.339 12.242  87.67 90.62 63.56
MLP -127.051  1.808 7.202 8.083 12.483  86.05 86.17 68.64

DFT -127.110  1.818 7.756 8.064 12.704 81.84 94.69 60.11
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