1557 GH4NgOg 2-Methyl-4-trinitromethyl-2 H-1,2,3-triazole G

ED

ra ) 6, deg?) ON
N=C 1.358(5) N—N-N 117.5 2\ NO2
N—N 1.314(3) N-N=C 103.0(3) NO,
N—C(CHp) 1.450°) Cc-C-C 130.0(9) N=
C(ring)-C 1.444(7) C-C-N 109.6(4) |, N_ 7
C(ring)—C(ring)?) 1.385(12) C-N=0 114.9(2) 3 N
C-N 1.528(2) H—C—H 102.9)
N=0 1.201(2) @C(ring)-C)% 9  33.0(20)
C—H 1.105°) AC-N)%H " 35.4(40)

@C-N)? 9 68.7(30)

@C-N)%H ™ 43.4(30)

Local G, symmetry of the triazole ring and threefold symmetry
of the N,C fragment with no tilt were assumed.
The nozzle temperature was 110(10) °C.

8 Estimated standard errors.

®) Assumed. H

°) Dependent parameter.

% The positive direction of the torsional angiesorresponds to a
clockwise rotation about the (C(ring)—-C) and (C-N) bonds from N
staggered conformation.

®) Torsional angle C—C—C—N(1).

" Torsional angle C—-C-N(1)-O. H H

9 Torsional angle C—C—N(2)-0.

™ Torsional angle C—C—N(3)-O.
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