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Table S1. Optimized energies of various possible configurations at RHF/6-31G(d,p) level
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Table S2. Significant bond lengths of the molecules obtained from the optimized geometry
at B3LYP/6-31G(d,p) level
Bond | NOI NO04 Bond NO7 N10 Bond N13 N14
NI-N3 | 1.3895 | 1.4979 | N1-N3 | 1.3909 | 1.5340 | N1-N3 | 1.3880 | 1.5705
C3-N4 | 1.4623 | 1.4716 | C3-C4 | 1.4906 | 1.4935 | C3-C4 | 1.5008 | 1.5086
C2-N5 | 1.4338 | 1.4390 | C4-N4 | 1.5583 | 1.5469 | C4-N4 | 1.5933 | 1.5769
CI1-C4 | 1.4904 | 1.4929 | C4-N5 | 1.5641 | 1.5831 | C4-NS5 | 1.5507 | 1.5525
C4-N6 | 1.5512 | 1.5536 | C4-N6 | 1.5666 | 1.5596 | C4-N6 | 1.5613 | 1.5860
C4-N7 | 1.5584 | 1.5568 | C2-N7 | 1.4317 | 1.4388 | C2-C6 | 1.4973 | 1.5040
C4-N8 | 1.5477 | 1.5449 | C1-C5 | 1.4911 | 1.4927 | C6-N10 | 1.6065 | 1.5454
C5-N8 | 1.5521 | 1.5543 | C6-N11 | 1.5399 | 1.6009
C5-N9 | 1.5479 | 1.5470 | C6-N12 | 1.5433 | 1.5421
C5-N10 | 1.5579 | 1.5563 | C1-C5 | 1.5080 | 1.5055
C5-N7 | 1.5961 | 1.5777
C5-N8 | 1.5465 | 1.5681
C5-N9 | 1.5459 | 1.5323

Table S3. Energy, zero point correction (ZPE), thermal correction to energies (ET) and

enthalpies (HT) of the optimized structures using B3LYP/6-31G(d,p)

Molecule Energy ZPE (Er) (Hr)

(Hartree) (Hartree) (Hartree) (Hartree)
NO1 -1343.244965 0.126667 0.146195 0.147139
NO04 -1492.3621715 0.110800 0.131630 0.132575
NO7 -1791.5146648 0.158572 0.184384 0.185328
N10 -1940.6253325 0.142487 0.169647 0.170591
N13 -2239.7481494 0.190024 0.221930 0.222874
N14 -2388.8548143 0.173637 0.207027 0.207971
RDX -897.4172154 0.142947 0.155461 0.156405
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