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Supp. Table 1 (Cont.)


Supp. Table 1   NMR (1H,31P) data for [Ru(acac)2(L)(L´] complexesa-d

L,L´
Geometry
Solvent
Me(acac)
CH(acac)
Other
31P

2py
trans
CD2Cl2


1.69


4.94
7.15–7.17 (2H, t), 7.55 (1H, t), 8.38 (2H, d) (py) 




C6D6
1.90
5.07


6.41–6.45 (2H, t), 6.79 (1H, t), 8.6 (2H, d) (py)



cis
CD2Cl2
1.85, 1.88
5.32





C6D6
1.96, 2.01
5.34
6.40–6.45 (2H, t), 6.72 (1H, t), 8.61 (2H, d) (py) 


2ButNC
trans
CD2Cl2
1.82
5.14
1.53 (But)




C6D6
1.94
5.26
0.97 (But)



cis
CDCl3
1.95, 2.03
5.30
1.48 (But)




C6D6
1.92, 2.03
5.36
1.07 (But)


2MeCN
cis
CDCl3
2.00, 2.06
5.37
2.53 (MeCN)




C6D6
2.12, 2.13
5.54
1.06 (MeCN)


2NMe3
trans
CD2Cl2
1.73
5.34
1.95 (NMe3)




C6D6
1.82
5.37
2.16 (NMe3)




d6-acetone
1.84
5.39
2.19 (NMe3)


L,L´
Geometry
Solvent
Me(acac)
CH(acac)
Other
31P

bipy
cis
C6D6
1.60, 2.21
5.39
9.15 (m), 7.05 (m), 6.60 (m), 6.40 (m) (bipy)




CDCl3
1.62, 2.12
5.19 (br)



2PPh3
trans
CD2Cl2
1.16
4.28

33.3



C6D6
1.35
4.35

33.9


cis
CD2Cl2
1.49, 1.74
4.99

54.0e 

2P(p-tol)3
trans
C6D6
1.45
4.45
2.03 (C6H4Me)
33.6


cis
C6D6
1.71, 1.91
5.18
2.05 (C6H4Me)
52.6

2PMePh2
trans
CD2Cl2
1.36
4.47
1.83 (s, PMe)
22.8



C6D6
1.46
4.50
1.92 (1:2:1 t, 5.3, PMe)
24.7


cis
CD2Cl2
1.97
5.17
1.41 (unsym t, 8.5, PMe)




C6D6
1.57, 1.89
5.19
1.58 (fd, 8.4, PMe)
41.3

2PMe2Ph
trans
C6D6
1.61
4.89
1.60 (1:2:1 t, 5.4, PMe2)
17.7


cis
C6D6
1.82, 1.87
5.30
1.23 (fd, 9.0, PMeMe), 1.35 (fd, 9.2, PMeMe)
36.8

L,L´
Geometry
Solvent
Me(acac)
CH(acac)
Other
31P

2PMe3
trans
C6D6
1.70
5.04
1.25 (1:2:1t, 5.3, PMe3)
9.4


cis
C6D6
1.72, 1.93
5.26
1.17 (fd, 9.0, PMe3)
31.7

2PEt3
trans
C6D6
1.73
5.07
1.13 (qn, CH2CH3, 6.8), 1.74 (m, CH2CH3)
27.6


cis
C6D6
1.72, 1.94
5.28
1.03 (m, CH2CH3), 1.6–1.8 (m, CH2CH3)
46.3

2P(OMe)3
trans
C6D6
1.82
5.24
3.61 (1:2:1t, 10.6, OMe)
138.0


cis
C6D6
1.74, 2.00
5.31
3.62 (fd, 10.7, OMe)
154.5

2P(OPh)3
trans
C6D6
1.51
5.02

118.0


cis
C6D6
1.55
5.05

133.6



CD2Cl2
1.49, 1.52
5.06



2AsPh3
trans
CD2Cl2
1.30
4.55




cis
CD2Cl2
1.54, 1.76
5.14



2SbPh3
cis
CD2Cl2
1.68, 1.74
5.32



L,L´
Geometry
Solvent
Me(acac)
CH(acac)
Other
31P

2dppm
trans
CD2Cl2
1.32
4.86
2.97 (CH2)
–28.2 (t), 
36.6 (t) (14.0)f

dppm
cis
C6D6
1.58, 1.95
5.20
4.56 (t, 10.6)
17.7



CD2Cl2
1.42. 1.95
5.10
4.63 (t, 10.6)


dppe
cis
CD2Cl2
1.29, 1.86
4.9
2.43 (approx t), 2.8–2.9 (4 lines), (CH2CH2)
80.9

dppp
cis
CD2Cl2
1.34, 1.92
5.04
1.9, 2.35, 2.55 (br m, CH2)
48.1

NMe3, CO
trans
C6D6
1.71
5.08
2.24 (NMe3)


PPh3, CO
trans
C6D6
1.55
4.82

16.1 (2JPC 123.7)



CD2Cl2
1.66
4.94




cis
C6D6
1.62, 1.71, 1.74, 1.87
5.01, 5.26

53.4 (2JPC 19.0)

AsPh3, CO
cis
C6D6
1.63, 1.73, 1.75, 1.83
5.09, 5.23



L,L´
Geometry
Solvent
Me(acac)
CH(acac)
Other
31P

MeCN, C8H14
cis
C6D6
1.77, 2.00, 2.02, 2.13
5.26, 5.47
0.73 (s, MeCN), 1.55–2.6 (m, CH2 of C8H14), 4.5–4.6 (6-line m), 4.77–4.88 (8-line m) (=CH of C8H14)




CDCl3
1.78, 2.00, 2.02, 2.06
5.19, 5.35
1.4–1.6 (m), 1.8–1.9 (m) (CH2 of C8H14), 2.37 (s, MeCN), 4.18–4.26 (8-line m, =CH of C8H14)


SbPh3, C8H14
cis
C6D6
1.68, 1.73, 1.77, 2.04
5.08, 5.31
1.4–2.6 (br m, CH2 of C8H14), 4.44–4.56 (dt), 4.64–4.76 (approx dt) (=CH of C8H14)




CD2Cl2
1.55, 1.74, 1.84, 2.05
5.10, 5.31
1.2–2.2 (br m, CH2 of C8H14), 3.95–4.05 (dt), 4.06–4.15 (dt) (=CH of C8H14)


a Resonances are singlets, except where indicated.  b Chemical shifts () are in ppm and J values in Hz.  c Aromatic resonances appear as multiplets in the range  7–8.  d Separations N quoted for filled-in doublets (abbreviated fd) or 1:2:1 triplets observed in complexes of PMePh2, PMe2Ph, PMe3 or P(OMe)3 are those between the outer lines [N = 2JPH + 4JPH for methylphosphines, N = 3JPH + 5JPH for P(OMe)3].  e  In C6D6.  f Separation between outer lines.

