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m/z observed 587.1- isotopic pattern
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m/z observed 477.0- isotopic pattern
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Complex 3. Complete spectrum and m/z observed 587.1- isotopic pattern



Guru Nanak Dev University-Amritsar

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\user data\WVIPAN\RMS-223.d

tune_wide.m
sh-35

Acquisition Date  10/18/2013 4:02:27 PM

Operator RAJESH VASHISTH
Instrument micrOTOF-Q I 10356

Acquisition Parameter

Source Type

Focus

Scan Begin
Scan End

Intens.

1od
a5

404

ESI

Not active
50 miz
3000 miz

lon Polarity Positive
Set Capillary 4500 V
Set End Plate Offset  -500 V
Set Collision CellRF~ 650.0 Vpp

Set Nebulizer 0.4 Bar
Set Dry Heater 180 °C
Set Dry Gas 4.0 lmin
Set Divert Valve Waste

587.1180

+MS, 0.0-0.4min #(2-21), 100%=796112|

Intens:

[%]

804

2500 miz

587.1180

589.1172

588.1208

5801194

+MS, 0.0-0.4min #{2-21), 100%=796112]

591.1206
o

60

40

20

590

591 582 mz

587.1113

5891068
588 1147

C36H30P2Cu, M 587.11

591.1162
-

Bruker Compass DataAnalysis 4.0

printed:  5/16/2014 10:45:59 PM

581 532 miz

Page 1 of 1

Complex 5. Complete spectrum
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Species identified with isotopic patterns in same graph below.
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Complex 6. Complete spectrum
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m/z observed 587.1- isotopic pattern



Intens.| +MS, 0.0-0.4min #(2-23)
[%]
100 587.1100
50 588.1138 589.1093
] 590.1096
01— . . . . . A - . . . .
584 586 588 590 592 594 mz
(%] C36H30P2Cu, M ,587.11
1003 587.1113
) 589.1098
50 588.1147
1 590.1129
0] 591.1162
584 585 586 587 588 589 590 591 592 593 594 miz
m/z observed 676.90- isotopic pattern
Intens. J +MS, 0.0-0.4min #(2-23)
[%]3
75 676.0429 678.0402
50 3
3 677.0453 679.0442
253 674.5038 J\_ jL 680.0393
Q: : e~ . o A : A / | /L A_ AN |
672 674 676 678 682 m7z
[%]4 CZ4H19NGS6PCU, M,676.90
1003 676.9024
] 678.9004
50
] 677,9056 679.9038 @30 8964
] 681 8997
ol— — ——r=
675 681 ‘682 mz

m/z observed 763.05- isotopic pattern



Intens. +MS, 0.0-0.4min #(2-23)
[%]]
30 766.9710
20 764.9755
3 768.9690
103 765.9776 767.9741
0 ] T f I e e e e e e LA s m e e e r— T Y T/|L| T _.j|\ T
764 765 766 767 768 769 770 771 mz
(% C39H32N3S3P2Cu, M,763.05
100 763.0524
1 765.0508
50 764.0557
] 766.0539
o: \ 767.0466 oo 0408
— —— e ——
761 768 769 770 miz
m/z observed 938.99- isotopic pattern
Intens. | +MS, 0.0-0.4min #(2-23)
[%] 4
7] 938.1313 940.1304
60
40 939.1338 941.1345
1 942.1310
20 “ | 943.1319
0 T T T T T -A‘ T T T
936 938 940 942 944 946  mz
(%1 CA42H34NBS6 CuP2, M ,938.99
] 938.9935
100 7 940.9918
] 939.9968
50 941.9949
1 942.9877
] \/ 9439909 9449833
O I
937 944 ‘045 mz

Complex 7. Complete spectrum




Cony Heo By Gug N3 Gy By (Madet) (P9hy |

MLL\(‘? tef ot :9100:32

Guru Nanak Dev University-Amritsar

Analysis Info Acquisiion Date  10/18/2013 5:04:52 PM
Analysis Name D:\Data\user data\TS LOBANAVAMS-21.d
Method tune_wide.m Operator RAJESH VASHISTH
Sample Name sh-35 Instrument micrOTOF-Q Il 10356
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500V Set Dry Haater 180°C
Scan Begin 50 miz SetEnd Plale Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 3000 miz Set Collision Cell RF  650.0 Vpp Set Divert Valve Waste
Intens. +MIS, 0.1-0.Bmin #{4-4T), 100%=149797|
5B7.1204
BO
50-
40
zﬂ_
0 T . T . -
500 1000 1500 2000 2500 miz
Intens. +MS, 0.1-0.8min #(#-47), 100%=148797|
[%]] 687.0143
2.0
1.5
1.0
949,1050
0.51
849 2064
1155.0087 1417.0999
0,04t l i l | e
800 1000 1200 ’ 1400 : 1600 1800 miz
Bruker Compass DataAnalysis 4.0 printed: 10/21/2013 6:23:58 PM Page 1 of 1

m/z observed 587.1- isotopic pattern
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Fig. 2b.S. Expanded 'H spectrum of [Cu(k'N,k!S-purSH)(PPh;),]-CH;O0H (2a)
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Fig.2c¢.S. 3P spectrum of [Cu(k!N,k!S-purSH)(PPh;),]-CH;0H (2a)



AP-6

BRUKER
AVANCE II 400 NMR
Spectrometer
o o ™
« ® SAIF
Q 7T Panjab University
‘ ‘ Chandigarh
Current Data Parameters
NAME Aug24-2012
EXPNO 101
PROCNO 1
F2 - Acquisition Parameters
Date 20120824
Time 14.41
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
D 65536
SOLVENT CDC13
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
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL f
NUC1
Pl
PL1 -2.00 dB
SFO1 161.9674942 MHz
======== CHANNEL f2 ==
CPDPRG2 waltzlé
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
ST 32768
SF 161.9755930 MHz
WDW EM
SSB 0
LB 10.00 Hz
T T T T T T T T T T T T T ~GB 0
40 35 30 25 20 15 10 -5 10 -15  -20  -25  -30  ppm‘C 1.40

Fig.2d.S. Expanded 3'P spectrum of [Cu(k!N,

avtar saifpu@yahoo.co.in

1S-purSH)(PPh;),]-CH;0H (2a)



—

r of4cH
-

/ C:\Documents and Settings\Administratori\Desktop\Di_TSLobana\ T-RZB61NON_E4_FT als

& 35 g8 835

] < < L= 888

o © o N oga

| L) 5

f If
s
o
f
J
W
|
. af
|
i \
; g 1 3 ;i °
\ -
Lo A [ A
PPM
T I T ‘ | e | ‘ T T T T ‘ A [ | T ]‘r I 1l T T T
125 100 75 50

Fig.3a.S. 'H spectrum of [CuCl(x!S-tucH,)(PPh;),](3)



C:\Documents and Settings\Administrator\Desktop\Dr_TSLobana\ T-RZB61NON_E4_FT.als

3583588438288 23
Lol o Sl [l e w
SN \
AR ([ |
! “
1I
2 :
- o
( f
| n '
H |
W |
| |
o’ .
|| ] s
I‘, J l\aM.‘
e ) B T YT T T 18

e

Fig.3b.S. Expanded 'H spectrum of [CuCl(x!S-tucH,)(PPh;),](3)



SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

oW

DE

TE

Dl

216
1H
80.00 usec

GB 0
e :
> -40 -50 ppm
avtar saifpulyahoo.co.

Fig.3c.S. 3P spectrum of [CuCl(k!S-tucH,)(PPh3),](3)




C:\Documents and Setlings\.‘\dmmlstralur\.Desklup\Dl_TSLubana\T-R2851NUNiEZ_FT als

3 G o
g & 8 % 8328
(] o - - (==
' (73
| L
”
i
~
f
| |
|
|
| .
.
|
a
;
- W -
o 8 2 "
Al (=} (=1}
p -~ L A -JL__
PPM
T'l  f I ‘TIIT] T I1—r“r'| T I'I_' T [ R U G e § 1 3 ‘T_T T Tle
B 7 (] 5 4 3 2 1 1]

Fig.4a.S. 'H spectrum of [Cu,(k*Cl)(x'S,k!S-dtucH)(PPhs)4] (4)



! CAD and Settings\A i \Dr_TSLobana\T-RZBS1NON_E2_FT.als

TERL¥FRIR88R¢R3IRREss
==
\% ﬁ“fM \\\ N/

Fig.4b.S. Expanded H spectrum of [Cu,(k2Cl)(x'S,k!S-dtucH)(PPhs),] (4)




96153.844
1.467191
0.3408372

CHANNEL fl ===
3le

B.10
=2.00
161.9674942

YT T o ————— T T

: 31
Fig.4c.S. 3P spectrum of [Cu,(k*Cl)(k!S,x!S-dtucH)(PPhj3)4] (4)

in




Cu (!
C:\Documents and Settings\Administrator\Desktop\Dr_TSLobana\T-RZBBINON_E1_FT.als '
-3
=3 238
B N 3
= e a99
l \/,J
<
B
o
8
|{/-
|
|
| g 2 g o
i | = - f:;l
= = PPM
L T [ L O i . T LT [ R L T LR B
T 6 5 4 3 2 1 0

Fig.5a.S. 'H spectrum of [Cu,(k?Br)(k!S,k!S-dtucH)(PPh;3)4] (5)




C:\Documents and Seuings\n‘\dmm\slralur\Desmup\Dr_TSLubana\T-RZB!H NON_E1_FTals

7.247
7.158
7137
£.434

—

46 64

Fig.5b.S. Expanded H spectrum of [Cu,(k2Br)(k'S,k'S-dtucH)(PPh;),] (5)



SFQ.

lx
B L

Fig.5¢.S. 3P spectrum of [Cu,(k?Br)(x!S,k!S-dtucH)(PPh;),] (5)




AP-5

9.9035

3.4907

0.0002

BRUKER

AVANCE II 400 NMR
Spectrometer

SAIF

Panjab University
Chandigarh

Current Data Parameters
NAME Aug24-2012
EXPNO 90
PROCNO 1

F2 - Acquisition Parameters
Date 20120824
Time 13.30
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30

TD 65536
SOLVENT CDC13

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
TDO 1

PL1 -3.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
ST 32768
SF 400.1300101 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
pC 1.00

ppm

avtar saifpul@yahoo.co.in

Fig.6a.S. 'H spectrum of [Cu(tmtH,)(PPh;),]-0.5H,0 (6)
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