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Empirical formula C26 H40 N4

Formula weight 408.62

Temperature 100 K

Wavelength 0.71073 A

Space group, C2/c

Unit cell dimensions a=18.7186(6) A 1= 90°.
b =5.73314(18) A =97.601(3)°.
¢ =22.0691(8) A =90°.

Volume 2347.57(14)A3

z 4

Density (calculated) 1.156Mg/m3

Absorption coefficient 0.069mm-1

F(000) 896

Index ranges -22<=h<=22, -6<=k<=6, -26<=I<=26

Independent reflections 2067 [R(int) = 0.0160]

Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 2067/0/154

Goodness-of-fit on F2 1.000
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Compound
L
Formula Co6HaoN4
Yield(%) 20
M.p.(°C) 137
m/z 408
Anal.:found(calc.)(%)
C 76.22(76.42)
H 9.56( 9.87)
N 13.56(13.71)
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N1-C7 1.4624 N2-C11 1.4592
NL(A)-C7(A) 1.4624 N2(A)-C11(A) 1.4592
N1-C8 1.4623 N2-C13 1.4666
N1(A)-C8(A) 1.4623 N2(A)-C13(A) 1.4666
Sis bl

C7-N1-C8 112.80 C11-N2-C13 111.98
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C7-N1-H1 110 C11-N2-H2 110
C8-N1-H1 108 C13-N1-H2 106
N1-C7-C1 118.62 N2-C13-C5(A) 111.95
N1-C8-C9 112.94 N2-C11-C9 113.41
N1-C8-H8A 109 N2-C11-H11A 112
N1-C8-H8B 109 N2-C11-H11B 108
N1-C7-H7A 108 N2-C13-H13A 109
N1-C7-H8B 108 N2-C13-H13B 109

Symmetry Code: -x,y,1/2-z
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D-H.A d(D-H) d(H..A) dD..A) <(DHA)
N2-H2..N1(A) 0.90 2.419 3.2709 159
N2(A)-H2(A)..N1 0.90 2.419 3.2709 159
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