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NSCH2C(CH3)=CH2--13C AMX500
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RUNSCH2C(CH3)=CH2 13C AMX500
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Table Summary of crystallographic parameters and refinement results for complexes 6

Complex 6
Formula C51HS52BrN2O2PRuS2
Fw 1001.02
cryst. Syst. Monoclinic
space group P2(1)/c

a(A)

b(A)

c(A)

a ()

B ()

7 (®)

V (A3)

VA

Dcalcd (g-cm%)

p (mm'')

F(000)

no. of reflns collected
no. of unique reflns
Rint

no. of observed reflns
Parameters

T (K)

R1% (all data)
wR2(all data)

GOF*

15.6472(18)
8.6894(10)
36.182(4)
90
101.388(3)
90
4822.6(9)
4

1.379
1.314
2056
27229
8501
0.1479
5367

580

100(2)
0.1711
0.2768

1.133
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Apmax (e A™) 1.545
Apmin (e A7) -1.686

“R1 = 3||Fo|-|Fc||/S[Fol|. * WR2 = {wXZ(|Fo|-[Fc|)2/Ew|Fo|2} }1/2. ¢ GOF
= {Zw(|Fo|-|Fc|)2/(n- p)} 1/2, where n is the number of reflections and p

is total number of parameters refined.
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torsion angle in complex 6: H§B-C8-C9-H9A, -79.93°
torsion angle in complex 6: H20A-C20-C21-H21A, 94.13°



