Electronic Supporting Information

Understanding the Thermal Stability of TKX-50, ABTOX and their Key Precursors through Band Gaps and MESP: A DFT Approach 
P. K. Adak,a,b* Sunil Kumar Singh,a Jaivindra Singh,a Siribattula Mahesh,a  M. K. Jaina 

Shaibal Banerjeeb and Md Abdul Shafeeuulla Khan,a,*
a CEPP Division, High Energy Materials Research Laboratory, Sutarwadi, Pune, India - 411 021.

b Defence Institute of Advanced Technology (Defence Research & Development Organization), Girinagar, Pune - 411 025, India.

Email: adak.pk.hemrl@gov.in; maskhan.hemrl@gov.in
Table of content

	S. No.
	Entry name
	Page No.

	1.
	I
	S2

	2.
	II
	S2

	3.
	III
	S2 

	4.
	IV
	S2

	5.
	V
	S3

	6.
	VI
	S3


Cartesian coordinates of all the optimized stationary points at wb97xd/6-311++g(3df,3pd) in the gas phase, including corresponding charge, multiplicity. 

I
Charge = 0; Multiplicity = 1
C                 -0.66197400   -0.29577000    0.00001900

 C                  0.66197400    0.29577100   -0.00011400

 H                 -0.76521600   -1.37781800    0.00001200

 H                  0.76521300    1.37781900   -0.00009000

 N                  1.66748300   -0.47991500   -0.00009600

 N                 -1.66748300    0.47991600    0.00001200

 O                  2.85051700    0.21984000    0.00009300

 H                  3.51914800   -0.46619900    0.00018200

 O                 -2.85051600   -0.21984200    0.00003800

 H                 -3.51914700    0.46619600    0.00000600
II

Charge = 0; Multiplicity = 1
C                  0.73812700    0.02016600   -0.00000500

 C                 -0.73812700   -0.02016600    0.00000600

 N                 -1.31701800   -1.14600900   -0.00002300

 N                  1.31701800    1.14600900    0.00002400

 O                 -2.67448000   -1.08091100   -0.00002000

 H                 -2.93997200   -2.00240800   -0.00004700

 O                  2.67448000    1.08091100    0.00002100

 H                  2.93997200    2.00240800    0.00004700

 Cl                -1.57693300    1.47973500    0.00004100

 Cl                 1.57693300   -1.47973500   -0.00004200
III

Charge = 0; Multiplicity = 1
C                  0.22806100    0.70026000   -0.17268700

 C                 -0.22800600   -0.70029400   -0.17255200

 N                  0.65792700   -1.60564000   -0.32054800

 N                 -0.65788800    1.60572300   -0.31974100

 O                  0.23277000   -2.88937500   -0.33261800

 H                 -0.73231800   -2.89243500   -0.23107500

 O                 -0.23261600    2.88941400   -0.33223000

 H                  0.73257100    2.89243200   -0.23159900

 N                 -1.57236800   -1.07159300   -0.07937500

 N                 -2.43724800   -0.28034500    0.31154500

 N                 -3.32772800    0.29550900    0.64924300

 N                  1.57265300    1.07118400   -0.08119400

 N                  2.43720000    0.28034700    0.31120300

 N                  3.32719300   -0.29519900    0.65071000
IV

Charge = 0; Multiplicity = 1
N                 -1.72437500    0.62421900   -0.00004100

 N                 -2.84126400   -0.07656200    0.00025900

 N                 -2.48299500   -1.31912400    0.00037100

 N                 -1.14782100   -1.43428400    0.00015000

 C                 -0.68430400   -0.20398800   -0.00019800

 O                  1.74330100   -1.96927700   -0.00075000

 N                  1.72411500   -0.62417300    0.00012200

 N                  2.84128900    0.07579900    0.00046500

 N                  2.48370300    1.31873400    0.00028900

 N                  1.14875200    1.43463000    0.00000500

 C                  0.68444700    0.20470900   -0.00016100

 H                  0.80440100   -2.24078300    0.00063300

 O                 -1.74446400    1.96931900   -0.00043300

 H                 -0.80576900    2.24145000   -0.00035400
V

Charge = 0; Multiplicity = 1
O                  2.30145900    1.07084700   -0.82447500

 N                  1.09898500    1.47268900   -0.53814200

 N                  0.75289900    2.75107000   -0.46803000

 N                 -0.51253400    2.78531800   -0.18376300

 N                 -1.00531800    1.55713100   -0.07271400

 C                  0.00780500    0.73419600   -0.29885600

 O                 -2.22698200   -1.11434300   -1.11749500

 N                 -1.07096800   -1.47354400   -0.56917300

 N                 -0.76206000   -2.75262900   -0.37246300

 N                  0.44664900   -2.77129700    0.05039300

 N                  0.93350500   -1.52326900    0.14105500

 C                 -0.02299800   -0.70479700   -0.25365400

 O                  3.70200800    0.32391200    1.04642700

 N                  3.55591300   -1.01013700    0.69645800

 H                  2.52723300   -1.23485400    0.47407800

 H                  3.86513500   -1.56711100    1.48861500

 H                  4.13780300   -1.23197600   -0.11203600

 H                  3.11413300    0.79645800    0.31989600

 O                 -3.40795900    1.09859500    1.26229800

 N                 -3.78951300   -0.14704300    0.73563200

 H                 -4.71331400   -0.01581000    0.33417600

 H                 -2.82761300   -0.73569200   -0.36383400

 H                 -3.90493900   -0.76580000    1.53196600

 H                 -2.58839700    1.32827700    0.77338700
VI

Charge = 0; Multiplicity = 1
O                 -2.42882500   -0.08150500   -1.06318000

 N                 -1.57134200   -0.89757900   -0.45201200

 N                 -1.84881600   -2.17661900   -0.24930900

 N                 -0.79723100   -2.69549100    0.28132400

 N                  0.16608400   -1.77527100    0.43722400

 C                 -0.32449600   -0.64809000   -0.03231400

 O                  2.42755200    0.08064500   -1.06319700

 N                  1.57091300    0.89746600   -0.45183000

 N                  1.84929100    2.17634300   -0.24951500

 N                  0.79811000    2.69612800    0.28095200

 N                 -0.16599700    1.77665100    0.43691900

 C                  0.32368600    0.64905700   -0.03247800

 N                 -3.16594400    1.57482700    0.81818100

 H                 -2.24427800    1.97437600    0.99134800

 H                 -3.53026900    1.20180700    1.68468600

 H                 -3.78516500    2.31398900    0.51247400

 N                  3.16671700   -1.57554300    0.81789800

 H                  3.78513500   -2.31401800    0.50885300

 H                  2.80743300   -0.53819200   -0.33144600

 H                  3.53244300   -1.20572300    1.68515900

 H                  2.24522200   -1.97538800    0.99106200

 H                 -2.80797300    0.53783700   -0.33119500
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