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Complex 2 :  Complete spectrum
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  Complex 3.   Complete spectrum and  m/z observed 587.1- isotopic pattern



Complex 5. Complete spectrum



Species identified with isotopic patterns in same graph below.



Complex 6. Complete spectrum
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Complex 7. Complete spectrum
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NMR data of complexes



       Fig. 1a.S. 1H spectrum of [Cu(κ1N, κ1S-pymS)(PPh3)2] (1)

Fig.ure 1b.S. Expanded 1H spectrum of [Cu(κ1N, κ1S-pymS)(PPh3)2] (1)
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Current Data Parameters
NAME         Jul02-2013
EXPNO                30
PROCNO                1

F2 - Acquisition Parameters
Date_          20130702
Time              11.48
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT            DMSO
NS                  100
DS                    4
SWH           81521.742 Hz
FIDRES         1.243923 Hz
AQ            0.4020041 sec
RG                 2050
DW                6.133 usec
DE                 6.00 usec
TE                295.7 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                31P
P1                 8.10 usec
PL1               -2.00 dB
SFO1        161.9674942 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2               -3.00 dB
PL12              14.31 dB
PL13              18.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          161.9755930 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

AP-15 BRUKER
AVANCE II 400 NMR
Spectrometer
SAIF
Panjab University
Chandigarh

avtar_saifpu@yahoo.co.in

Fig.1c.S. 31P spectrum of [Cu(κ1N, κ1S-pymS)(PPh3)2] (1)
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Current Data Parameters
NAME         Jul02-2013
EXPNO                30
PROCNO                1

F2 - Acquisition Parameters
Date_          20130702
Time              11.48
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT            DMSO
NS                  100
DS                    4
SWH           81521.742 Hz
FIDRES         1.243923 Hz
AQ            0.4020041 sec
RG                 2050
DW                6.133 usec
DE                 6.00 usec
TE                295.7 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                31P
P1                 8.10 usec
PL1               -2.00 dB
SFO1        161.9674942 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2               -3.00 dB
PL12              14.31 dB
PL13              18.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          161.9755930 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40

AP-15 BRUKER
AVANCE II 400 NMR
Spectrometer
SAIF
Panjab University
Chandigarh

avtar_saifpu@yahoo.co.in

Fig.1d.S. Expanded 31P spectrum of [Cu(κ1N, κ1S-pymS)(PPh3)2] (1)
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Current Data Parameters
NAME         Aug24-2012
EXPNO               100
PROCNO                1

F2 - Acquisition Parameters
Date_          20120824
Time              13.37
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    2
SWH           12019.230 Hz
FIDRES         0.183399 Hz
AQ            2.7263477 sec
RG                  406
DW               41.600 usec
DE                 6.00 usec
TE                294.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                10.90 usec
PL1               -3.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300097 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

AP-6
BRUKER
AVANCE II 400 NMR
Spectrometer
SAIF
Panjab University
Chandigarh
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Fig.2a.S. 1H spectrum of [Cu(κ1N,1S-purSH)(PPh3)2]·CH3OH (2a)
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Current Data Parameters
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F2 - Acquisition Parameters
Date_          20120824
Time              13.37
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG            zg30
TD                65536
SOLVENT           CDCl3
NS                    8
DS                    2
SWH           12019.230 Hz
FIDRES         0.183399 Hz
AQ            2.7263477 sec
RG                  406
DW               41.600 usec
DE                 6.00 usec
TE                294.2 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                10.90 usec
PL1               -3.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300097 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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AVANCE II 400 NMR
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Panjab University
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Fig. 2b.S. Expanded 1H spectrum of [Cu(κ1N,1S-purSH)(PPh3)2]·CH3OH (2a)
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Current Data Parameters
NAME         Aug24-2012
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F2 - Acquisition Parameters
Date_          20120824
Time              14.41
INSTRUM           spect
PROBHD   5 mm PABBO BB-
PULPROG          zgpg30
TD                65536
SOLVENT           CDCl3
NS                  128
DS                    4
SWH           81521.742 Hz
FIDRES         1.243923 Hz
AQ            0.4020041 sec
RG                 2050
DW                6.133 usec
DE                 6.00 usec
TE                294.7 K
D1           2.00000000 sec
d11          0.03000000 sec
DELTA        1.89999998 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                31P
P1                 8.10 usec
PL1               -2.00 dB
SFO1        161.9674942 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2               -3.00 dB
PL12              14.31 dB
PL13              18.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          161.9755930 MHz
WDW                  EM
SSB                   0
LB                10.00 Hz
GB                    0
PC                 1.40

AP-6 BRUKER
AVANCE II 400 NMR
Spectrometer
SAIF
Panjab University
Chandigarh

avtar_saifpu@yahoo.co.in

Fig.2c.S. 31P spectrum of [Cu(κ1N,1S-purSH)(PPh3)2]·CH3OH (2a)
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TE                294.7 K
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DELTA        1.89999998 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                31P
P1                 8.10 usec
PL1               -2.00 dB
SFO1        161.9674942 MHz

======== CHANNEL f2 ========
CPDPRG2         waltz16
NUC2                 1H
PCPD2             80.00 usec
PL2               -3.00 dB
PL12              14.31 dB
PL13              18.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          161.9755930 MHz
WDW                  EM
SSB                   0
LB                10.00 Hz
GB                    0
PC                 1.40

AP-6 BRUKER
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Spectrometer
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Panjab University
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Fig.2d.S. Expanded 31P spectrum of [Cu(κ1N,1S-purSH)(PPh3)2]·CH3OH (2a)



                                Fig.3a.S. 1H spectrum of [CuCl(1S-tucH2)(PPh3)2](3)



                             Fig.3b.S. Expanded 1H spectrum of [CuCl(1S-tucH2)(PPh3)2](3)



                                 Fig.3c.S. 31P spectrum of [CuCl(1S-tucH2)(PPh3)2](3)



Fig.4a.S. 1H spectrum of [Cu2(2Cl)(1S,1S-dtucH)(PPh3)4] (4)



Fig.4b.S. Expanded 1H spectrum of [Cu2(2Cl)(1S,1S-dtucH)(PPh3)4] (4)



Fig.4c.S. 31P spectrum of [Cu2(2Cl)(1S,1S-dtucH)(PPh3)4] (4)



Fig.5a.S. 1H spectrum of [Cu2(2Br)(1S,1S-dtucH)(PPh3)4] (5)



Fig.5b.S. Expanded 1H spectrum of [Cu2(2Br)(1S,1S-dtucH)(PPh3)4] (5)



Fig.5c.S. 31P spectrum of [Cu2(2Br)(1S,1S-dtucH)(PPh3)4] (5)
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Current Data Parameters
NAME         Aug24-2012
EXPNO                90
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F2 - Acquisition Parameters
Date_          20120824
Time              13.30
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TD                65536
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NS                    8
DS                    2
SWH           12019.230 Hz
FIDRES         0.183399 Hz
AQ            2.7263477 sec
RG                  406
DW               41.600 usec
DE                 6.00 usec
TE                294.1 K
D1           1.00000000 sec
TD0                   1

======== CHANNEL f1 ========
NUC1                 1H
P1                10.90 usec
PL1               -3.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300101 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00

AP-5
BRUKER
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Spectrometer
SAIF
Panjab University
Chandigarh

avtar_saifpu@yahoo.co.in

Fig.6a.S. 1H spectrum of [Cu(tmtH2)(PPh3)2]·0.5H2O (6)
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======== CHANNEL f1 ========
NUC1                 1H
P1                10.90 usec
PL1               -3.00 dB
SFO1        400.1324710 MHz

F2 - Processing parameters
SI                32768
SF          400.1300101 MHz
WDW                  EM
SSB                   0
LB                 0.30 Hz
GB                    0
PC                 1.00
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Fig.6b.S. Expanded 1H spectrum of [Cu(tmtH2)(PPh3)2]·0.5H2O (6)
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NUC1                31P
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PCPD2             80.00 usec
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PL12              14.31 dB
PL13              18.00 dB
SFO2        400.1316005 MHz

F2 - Processing parameters
SI                32768
SF          161.9755930 MHz
WDW                  EM
SSB                   0
LB                 1.00 Hz
GB                    0
PC                 1.40
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Fig.6c.S. 31P spectrum of [Cu(tmtH2)(PPh3)2]·0.5H2O (6)



Fig.7a.S.1H spectrum of [Cu3Br2(1N,1S,2S-tmtH2)(PPh3)6](7)



Fig. 7b.S. Expanded 1H spectrum of [Cu3Br2(1N,1S,2S-tmtH2)(PPh3)6](7)



Fig. 7c.S. 31P spectrum of [Cu3Br2(1N,1S,2S-tmtH2)(PPh3)6](7)
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Figure 8. Fluorescence spectrum of DMSO ; ex =276 nm




