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Supplementary Material

Table IS. Selected geometrical parameters for 1 and 2 as obtained from molecular mechanics calculations.


[RuCl2(PPh3)(thz)3] 2 

[RuCl2(PPh3)2(thz)2] 1
Computed


Parameters
Computed
X-ray
trans,trans,trans 
trans,cis,cis 







Ru-Cl
2.424
2.409(2)
2.419
2.432


2.425
2.425(2)
2.420
2.428

Ru-P
2.361
2.299(2)
2.382
2.387


-
-
2.382
2.389

Ru-N(trans N)
2.117
2.082(5)
2.126
-


2.137
2.106(5)
2.120
-

Ru-N(trans P)
2.210
2.183(5)
-
2.132


-
-
-
2.133

P-C
1.865
1.858(6)
1.873
1.868


1.862
1.838(6)
1.865
1.865


1.862
1.839(6)
1.862
1.872


-
-
1.863
1.870


-
-
1.873
1.869


-
-
1.864
1.864

N-Ru-N(trans)
171.1
173.2(2)
179.5
-

N-Ru-N(cis)
81.9
83.4(2)
-
78.4


89.1
90.3(2)
-
-

N-Ru-P(trans)
175.5
174.46(14)
-
164.6


-
-
-
164.3

N-Ru-P(cis)
95.3
94.3(2)
89.1
89.4


93.6
92.13(14)
89.2
89.3


-
-
90.5
-


-
-
91.2
-

Cl-Ru-N
89.3
93.0(1)
87.9
86.2


89.9
89.3(2)
91.7
83.3


87.3
87.42(14)
88.7
83.9


87.9
88.49(14)
91.7
86.5


91.3
88.6(2)
-
-


83.3
86.32(14)
-
-

Cl-Ru-P
93.2
89.56(6)
84.6
86.5


96.0
96.85(6)
95.6
102.1


-
-
95.2
101.7


-
-
84.8
85.7

Cl-Ru-Cl
170.5
173.37(6)
176.6
167.0

P-Ru-P(cis)
-
-
-
104.2

P-Ru-P(trans)
-
-
178.3
-

Ru-P-C
112.8
115.4(2)
115.9
111.5


111.7
116.5(2)
112.4
120.8


115.5
117.4(2)
115.0
113.1


-
-
115.3
112.5


-
-
116.6
112.3


-
-
111.6
121.0

Table IIS (a). Atom charges for [RuCl2(PH3)(thz)3] computed via Gaussian9220a at B3LYP/LANL2DZ20a-c level. 
Ru
-0.026

P
 0.032

H1
 0.102

H2
 0.107

H3
 0.104

Cl1
-0.331

Cl2
-0.337

N1
-0.146

C21
-0.474

S1
 0.327

C41
-0.612

C51
-0.116

N2
-0.121

C22
-0.480

S2
 0.373

C42
-0.618

C52
-0.166

N3
-0.063

C23
-0.500

S3
 0.342

C43
-0.626

C53
-0.150

H21
 0.381

H41
 0.362

H51
 0.391

H22
 0.378

H42
 0.365

H52
 0.382

H23
 0.368

H43
 0.357

H53
 0.393

Table IIS (b). Atom charges for [RuCl2(NH3) 3(PH2Ph)] computed via Gaussian9220a at B3LYP/LANL2DZ20a-c level. 
Ru
-0.227

P
 0.231

H1
 0.085

H2
 0.085

C1
-0.109

C2
-0.303

C3
-0.288

C4
-0.316

C5
-0.281

C6
-0.275

H2
 0.344

H3
 0.309

H4
 0.321 

H5
 0.316

H6
 0.326

Cl1
-0.381

Cl2
-0.339

N1 (cis to P)
-0.705

H1
 0.260

H2
 0.386

H3
 0.237

N2 (cis to P)
-0.676

H1
 0.262

H2
 0.351

H3
 0.238

N (trans to P)
-0.704

H1
 0.254

H2
 0.364

H3
 0.235

