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Figure 1S. 'H NMR spectra of complexes 1-5 and ligand LS in d®-DMSO

at room temperature
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Figure 2S. Emission spectra of ligands L1, L3 and LS in degassed CH,Cl, solution

(Ix1 0? M) under ambient conditions.
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Figure 3S. Absorption spectra of (a) ligands L1, L3, LS and (b) complexes 1, 3, 5 in

CH,Cl, solution (1><10"5 M) at room temperature.
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emission spectra of complexes 1, 3, and 5 in deaerated CH,Cl, at 77
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Figure 5S. Photoluminescence lifetime decay curve of 1, 3 and 5 in solid state at

room temperature (a-c) and in deaerated CH,Cl, at 77 K (d-7).




Table S1. Summary of crystallographic data for complexes 3, 4, and §

Compound 3-CH,Cl, 4-CH,Cl, 5

Formula C,;7H;5CIN505Re Ci3H5C13N;05Re C,H3CIN,OsRe
Formula weight 599.85 613.88 465.86
Crystal system Triclinic Monoclinic Monoclinic
Space group P1 P2;/n P2,/n

a(A) 9.7810(12) 8.451(3) 8.2452(6)
b(A) 10.0970(18) 13.371(5) 17.1482(13)
c(A) 11.4850(14) 18.280(7) 9.6324(7)
a(deg) 87.557(2) 90 90

p(deg) 68.459(3) 95.183(5) 93.0670(10)
y(deg) 68.542(2) 90 90

V(A?) 976.4(2) 2057.2(14) 1359.98(17)
Dicarey (g/cm’) 2.040 1.982 2.275

Z 2 4 4

T(K) 298.3 298.3 298.3
Radiation (MoKa) 0.71073 0.71073 0.71073

F (000) 572 1176 872

Absorpt coefficient(mm™) 6.656 6.321 9.143

0 range for data collection 2.42-26.0 1.89-26.0 2.43-25.99
(deg)

Data/restr/paras 3735/0/245 4037/0/254 2661/0/182
Reflections collected 5293 10900 7315
Reflections unique 3735 4037 2661
Completeness to 6 (deg) 26.0(97.2%) 26.0(99.8%) 25.99(99.9%)
Rin 0.0242 0.0408 0.0479

Max. and min. transmission 0.3222, 0.2573 0.3958, 0.2903 0.2176,0.1701
Goodness-of-fit on F* 1.014 1.082 1.050

R, wR, [I >20(1)]*
R}, wR; (all data)

CCDC NO.

0.0425, 0.0923
0.0500, 0.0936
828916

0.0396, 0.0952
0.0574, 0.1014
828917

YR, = SNFHFC/EIF,l; WR, = [Ew(IF,-IF ) /EwIF, 1]

0.0402, 0.0825
0.0589, 0.0870
828918




