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Vsp-0 — 578, Vsp-c = 532, VSp-N = 439 UV-ViS. )\'max (nm)
(5 x 10° M) in MeOH, (¢ (M cm™)) = 380(7600), 283
(21400), 239 (32400)
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FT-IR (calculated, cm'l): Ve = 3038-3199, veo = 1772,

Ven = 1657, ven.o = 609, vg,.c = 506, vg,n = 457.
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Ligand (L). Yield: 78%, Color: yellow, m. p.: 210-
218 °C, Anal. Found (Calcd.)%: CoH;K,NO5; C: 43.75
(44.00); H: 4.46 (4.66); N: 5.2 (5.4). "HNMR (250 MHz,
DMSO-ds, 5ppm): 8.36 (s, 1H, N=CH), 7.09-6.61 (m, 4H,
ArH), 3.89 (s, 2H, N-CH,), FT-IR (KBr, cm™):
Vo.u = 3417, vey = 2854-2931, ve—o= 1643, ven = 1604,
Vec = 1519.

SnMe,L. Yield: 53%, Color: yellow, m. p.: 229 °C,
Anal. Found (Calcd.)%: C;;H;30;NSn; C: 36.3(36.5); H:
4.51 (4.73); N: 4.07 (3.87). '"H NMR (250MHz, DMSO-
ds, 5ppm): 8.36 (s, 1H, CH=N), 7.08-6.45 (m, 4H, Ar-H),
4.04 (s, 2H, N-CH,), 0.38 (s, 6H, Sn-CHs), *J (*"Sn-H) =
89.77 Hz, '"*Sn NMR (DMSO-dg, 5 ppm): -247.36. FT-IR
(KBr, cm™): vey =2947, veo = 1635, veey = 1604,
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Sn-N1 SH-OZ Sn-O3 SH-C22 SH-C26

2.181 2.125 2.094 2.121 2.119

GYsm sy
0,-Sn-0; 158.6 03-Sn- Cyp, 95.6
0,-Sn- N, 75.4 03-Sn- Cye 94.8
03-Sn- Ny 83.2 Ny-Sn- Cy, 116.3
0,-Sn- Cyp, 93.8 Ny-Sn- Cyg 116.2
0,-Sn- Cye 94.4 Cy,-Sn-Cyg 127.1

Gl Caad eSS (5 008 Anlaa 55 ) sla el 2 o jladi Jgaa

Properties Complex
EpsLyp (a.u.) -711.063
u (Debye) 6.738
Enomo (a.u.) -0.228
Erumo (a.u.) -0.084
Metal charge (mu) +1.422

(H=HOMO, L = LUMO) S i alida ¢l ja) agu 5 SYEE 3 58 50 s ga sla Jla o (303 .3 o bads Jgaa

Orbital Energy Contribution
(eV) (%)
L+1 -0.234 88% (Aromatic ring) + 4% oxygen atoms + 5% C=N
L -2.277 34% (Aromatic ring) + 5% oxygen atoms + 51% C=N
H -6.211 57% (Aromatic ring) + 25% oxygen atoms + 7% C=N
H-1 -7.204 9% (Aromatic ring) + 8% oxygen atoms + 8% C=N + 52% C=0
H-2 -7.349 57% (Aromatic ring) + 16% C=N + 14% C=0
H-3 -7.784 35% Oxygen atoms + 6% Sn + 26% methyl + 28% C=0
H-4 -7.896 21% (Aromatic ring) + 53% oxygen atoms + 11% C=N
H-5 -8.407 12% (Aromatic ring) + 55% oxygen atoms + 6% Sn + 8% C=0
H-6 -8.508 13% (Aromatic ring) + 14% oxygen atoms + 22% C=0 + 12% Sn + 31% methyl
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Aexp Atheo Composition
Excitation ® Assignment
(nm) (nm) (%)
1 377 374.06 0.160 H > L (99%) n>n*,n>n*
289.31 0.045 H-1 2L (94%)
2 280 276.80 0.370 H-4 > L (21%), H-2 > L (71%) > 0¥, n>n*
272.06 0.111 H-4 > L (73%), H-2 > L (22%)
229.79 0.210 H > L+1 (86%) T > ¥, n > ¥,
’ 2% 221.26 0.054 H-6 2 L (93%) CT
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