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Empirical formula

Formula mass

Crystal size (mm)

Ci6H1aN2l2
488.09

0.03 x 0.07 x 0.91

Colour colourless
Crystal system monoclinic
Space group P2i/n
Omax (°) 35.3
a (A 4.2550(2)
b (A) 14.6864(6)
c(A) 12.5449(5)
B(°) 95.127(3)
V (A% 780.80(6)
z 2
Dcalc (Mg/m3) 2076
 (mm~) 4.019
F (000) 460
Index ranges -6<h<6
-19<k <23
-18<1<20
No. of measured reflns. 12725
No. of independent refIns./Rint 3480/0.038
No. of observed
refins. 1 > 2o(1) 2298
No. of parameters 101
Goodness-of-fit (GOF) 1.04
R1 (observed data) 0.0422
WR: (all data) 0.1264

W = 1/6%(Fo?)+(0.06P) + 0.9937P]; P = (Fo? + 2 FD)/3

betnd WY bl gy g asign Jobo ¥ Jgae

Bond lengths (A)
C(8)-N(2) 1.464(4)
C(7)-N(1) 1.270(4)
C(6)-C(7) 1.470(4)
C(3)-1(2) 1.954(3)
Bond angles (°)
C(7)-N(1)-C(8) 116.1(3)
C(2)-C(1)-C(6) 124.1(3)
C(1)-C(2)-C(3) 117.2(2)
C(5)-C(6)-C(7) 122.1(2)
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