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Empirical formula Ci5 Hi3 Mo N3 Os
Formula weight 411.22
Temperature 298(2) K
Wavelength 0.71073 A
Crystal system Monoclinic Monoclinic
space group P2(1)/n

a=28.1231(16) A alpha =90 deg.
b =9.5235(19) A beta = 90.36(3) deg.
€c=20.044(4) A gamma = 90 deg

Unit cell dimensions

Volume 1550.5(5) A3
Z 4
Calculated density 1.762 Mg/m?
Absorption coefficient 0.878 mm*
F(000) 824
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Theta range for data collection
Limiting indices

Reflections collected / unique
Completeness to theta = 25.00
Refinement method
Data / restraints / parameters
Goodness-of-fit on F?
Final R indices [I>2sigma(l)]

2.70 to 25.00 deg.
-9<=h<=9
-10<=k<=11
-23<=1<=23
9589 / 2730 [R(int) = 0.0228]
99.8 %
Full-matrix least-squares on F?
2730/0/ 225
1.029
R1 =0.0183, wR2 = 0.0488

R1=0.0224, wR2 = 0.0497

R indices (all data)
0.278 and -0.431 e.A®

Largest diff. peak and hole
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Selected IR data (v /cm™ using KBr disk): 3399, 3299 (NH,), 1634 (C=0), 1613(CN), 1249 (C-0).

IH NMR (400MHZ, DMSO), & (ppm): 11.81 (1H, NH), 11.77 (1H, OH), 7.57-6.46 (, Ar), 3.78 (3H, OMe)

13C NMR (400 MHZ, DMSO0), 6 (PPM): 165.26, 162.34, 159.88, 150.68, 148.62, 132.89, 131.70, 128.64, 116.93,
115.06, 113.12, 112.28, 106.85, 101.65, 55.77. Anal.Calc. for C15H15N303 (Mw=285.30 gr/mol): C, 63.15; H,

5.28; N, 14.73; found: C, 63.17; H, 5.14; N,14.74.
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Selected IR data (v /cmt using KBr disk): 3443, 3354 (NH2), 1593 (CN), 1224(C-0), 930, 903 (O=Mo=0).
'HNMR (400 MHZ, DMSO), (PPM): 8.88 (1H, CH=N), 7.6-6.5 (7H, Ar), 3.82 (3H, OMe). 3C NMR (400
MHZ, DMSO), 3(PPM): 168.81, 165.50, 161.61, 155.14, 149.68, 135.51, 132.81, 130.27, 116.37, 13115.33,
114.13, 110.03, 109.81, 103.52, 56.26.

Anal. Calc. for C15H13N30sMo (Mw=411.22 gr/mol): C, 43.68; H, 3.39; N, 10.19; found: C, 43.75; H,
3.24;N,10.24.
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