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Empirical formula CagH32AU2CigN12Ni
Formula weight 1513.09
Crystal system Orthorhombic
Space group, Z Pcnb, 4
Unit cell dimension
a 9.7926 (6) A
b 18.0710 (10) A
c 29.249 (2) A
a,py 90°
Unit cell volume 5176.0(6) A3
Temperature 298(2) K
Wavelength 0.71073 A
Absorption Coefficient 6.476mm’?
F(000) 2904
Crystal size / mm3 0.20 x 0.11x 0.10
@ range for data collection 1.79 to 26.00
-12< h <11
Limiting indices 22< k <22
-36< 1 <36
Reflections collected / Unique 40760 /5089, [R(int) =0.1503]
Refinement method Full-matrix least-squares on F2
Goodness-of-fit on F? 0.962
Final R indices [l > 2sigma(l)] R; = 0.0614, wR2 = 0.0918
R indices (all data) R; =0.1193, wR2 = 0.1064
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