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Appendix B

Undiscussed solid-state molecular structures
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(BOA)zCll

Bond Lengths and Angles
Cul—NIl1 2.070(2) A
Cul—N3 2.0532) A
Cul—-N2 1.969(2) A
Cul—N5 2.002(2) A
Cul—-N6 2.482(2) A
Cul-N4 2.359(2) A

N1-Cul-N3 159.76(8)°
N2—Cul-N5 171.12(9)°
N1-Cul-N2 80.50(9)°
N3-Cul-N2 80.60(8)°
N3-Cul-N5 96.58(8)°
N1-Cul-N5 103.17(8)°




{(*'SNS)Cu},

Bond Lengths and Angles
Cul—Cu2 2.6184(12) A
N1-Cul 2.119(5) A
N1-Cu2 2.137(4) A
N2—Cul 2.132(4) A
N2—Cu2 2.128(5) A
Cul-S4 2.263(2) A
Cul-S3 2.267(2) A
Cu2-S1 2.267(2) A
Cu2-S5 2.265(2) A
N1-Cul—N2 104.35(18)°
N1-Cu2—-N2 103.87(18)°
Cul-N1-Cu2 75.92(16)°
Cul-N2—Cu2 75.85(16)°
S3—Cul—S4 152.95(7)°
S1-Cu2—-S5 153.54(8)°
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(PMC})QCU(SNS)

Bond Lengths and Angles

Cul—-N1
Cul-Sl1
Cul-PlI
Cul—-P2
Cul-S2

N1-Cul-Sl1
N1-Cul-Pl
N1-Cul-P2
P2—Cul-Pl1
P1-Cul-S1
S1—-Cul-P2

2.043(1) A
2.393(1) A
2.275(2) A
2.229(1) A
3.536(1) A

85.28(3)°
111.26(3)°
114.85(4)°
118.39(2)°
95.58(1)°

126.15(1)°




(SNS)CuN;
Bond Lengths and Angles
Cu-NI 1.911(2) A //N
Cu-S1 2.342(1) A N
Cu-S2 2.370(1) A v
Cu—N2 1.930(2) A 'il
N2-N3 1.200(2) A
N3-N4 1.154(2) A S CIU S
S1-Cu-N1 86.14(5)° N
N1-Cu-S2 85.88(5)°
S2-Cu—N2 93.28(5)°
N2-Cu-S1 96.17(5)°
Cu-N2-N3 123.81(14)°
N2-N3-N4 177.01(19)°
S1-Cu-S2 162.45(2)°
N1-Cu-N2 174.26(7)°
S2
Cu N2
N1 N3
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((TosN),-SNS)Cu

Bond Lengths and Angles

Cu—NI1
Cu—N2
Cu—N3
N1-S1
N3-S2

N1-Cu—N2
N2-Cu—N3
N3—-Cu—NI
Cu—N1-S1

Cu—N3-S82

1.898(18) A
2.017(3) A

1.903(18) A
1.649(12) A
1.652(10) A

102.87(12)°
103.66(12)°
153.47(14)°
120.06(19)°
118.36(17)°
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{(‘Bu,-""PNP)Cu},

Bond Lengths and Angles

CulA-Cu2A 2.7027(6) A ‘Bu

CulA-N1A 2.143(3) A g

CulA -N2A 2.171(2) A ipy u
Cu2A -NI1A 2.186(2) A ~p iPr
Cu2A —-N2A 2.169(3) A ,Pr/ / .
Cul A-P1A 2.237(1) A P~'Pr
CulA-P3A 2.215(1) A \

Cu2A -P2A 2.215(1) A Cuz__/Cu

Cu2A —P4A 2.221(H) A / N I
N1A—CulA-N2A 103.5009)° g // o \ _Pr
N1A-Cu2A-N2A 102.17(9)° r X

CulA-NIA-Cuw2A  77.26(8)° ipr” Y=— ipy
CulA-N2A—Cuw2A  77.04(8)° sl

P1A— CulA—P3A 128.82(4)°

P2A— Cu2A —P4A 137.75(4)°

@7




{(PNP)Ni},Hg

Bond Lengths and Angles

Nil-P1
Nil-NI1
Ni2-P2
Ni2-N2
Ni2-Hg
Nil-Hg

P1-Nil-N1
P1-Nil-P1
P2-Ni2-N2
P2-Ni2-P2
N1-Nil-Hg
Nil-Hg-Ni2
Hg-Ni2-N2

2.135(1) A
1.969(2) A
2.141(1) A
1.969(2) A
2.509(0) A
2.514(0) A

88.63(1)°
177.25(1)°
88.25(1)°
176.49(1)°
180.00(3)°
180.0°
180.00(3)°

/
—Ni—Hg—N

o
S+

/Bu
N,

i—N

Bu
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[((PNP)Ni-CH,CH(CH;),][(crypt)K]

Bond Lengths and Angles

NI-Ni 1.960(6)
P1-Ni 2.142(24) |

P2-Ni 2.201(15) — N

C33-Ni 1.964(12) N

NI-Ni-P1 86.35(6)° t |
P1-Ni—C33 95.18(7)° Bu Bu
Ni—P2-C33 40.27(5)°

P2-Ni-N1 87.79(6)°

N1-Ni—C33 170.52(9)° (\0/_ . \o/\\
P1-Ni—P2 162.54(4)° Ak \
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