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General information

Instrumentation: All 'H and >C-NMR spectra were obtained using a Varian Mercury 300 spectrometer, operating at either 300
MHz (‘H) or 75 MHz ("*C). Chemical shifts were referenced relative to the residual solvent peak.

Cu High Resolution Mass Spectrometry: [Cu+(14aneNSNS)|PF¢

Mass Spectrum SmartFormula Report

_@Mass Spectrometry & Proteomics Facility

Analysis Info Acquisition Date  6/25/2014 2:45:46 PM
Analysis Name  D:\Data\082514\N252Cu(T).d
Method cal100-1600.m Operator Nonka Sevova
Sample Name N2S2Cu(T) Instrument / Ser# micrOTOF 10314
Comment IN ACN
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin S0 miz SetEnd Plate Offset  -500V Set Dry Gas 4.0 Vmin
Scan End 3000 miz na na Set Divert Valve Source
Intens 207.0508 +MS. 3.0-3.8min #(181-226)
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2070508 1 C10H22CuN2S2 297.0515 22 22 05 ok
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Cu High Resolution Mass Spectrometry: [Cu2+(14aneNSNS)|C104

_@Mass Spectrometry & Proteomics Facility Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date  6/30/2014 12:14:00 PM
Analysis Name  D:\Data\Boggess\N252Cu-Il.d
Method tune_low.m Operator Boggess
Sample Name N252Cu-ll Instrument / Ser# micrOTOF-Q 101985
Comment N2S2Cu-Il in acetonitrile at 4 ul/min
Acquisition Parameter
Source Type ESI lon Polarity Positve Set Nebulizer 04 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500V SetDry Gas 4.0 Vmin
Scan End 3000 miz Set Collision Cell RF 120.0 Vpp Set Divert Valve Source

Intens. 148.5261 +MS, 0.6-0.7min #(34-39)
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2060437 1 C13H17CuN2S 2060403 -113 -107 B0 ok odd 104 145 32 55 06 0046
2 C10H21CuN2S2 206.0437 0.1 06 10 ok odd 215 281 04 74 07 8723

Bruker Compass DataAnalysis 4.0 printed: 8/30/2014 12:27:04 PM Page 1 of 1
This material is based upon work supported by the National Science Foundation under CHE-0741793

S3



8LL9¢——
L9V v E—vn
LSE'SE—

99¢2'6Vr——
899°¢4——

8L19¢

982'6v—

899°¢S

Cu*[14aneNSNS)]|PF6-

FPL AP VRSB | ST Wy

oy

AAMKAJMJ.A‘A "
v AL Ml L ddiad (i

o

v

wr

|
200

ppm

V6L l— -
e
182'2— -
££6'2— -
L ‘
-
= O 4
-

ppm



110

T g ,@
100 5 | o i
S e [
“a"f‘é'M&Lﬁ A\‘g LA A ’I 1‘ g " l‘ E l"\ \ A ‘;
i Ve ume G PR R N g o
Iy E a0 g
i L | g
< o | g W4
= L &) i ' { Pl
B F e o
5 . ? 3 | f
S & & | = 1
%T & i , e |
! | |
80
| |
s 1 -
£
|| 5
et 3
10 ‘g é
E ‘L
[
60 | | L | 1 |
4000 3000 2000 1000
Wavenumber [cm-1]
[Comment] ——— Memory-8
Sample Name
Comment
User
Division -
Company Indiana U.
[Measurement Information]
Model Name FT/IR-4200typeA
Serial Number B008361018 [Data Information]
Creation Date 10/16/2015 1:42 PM
Accessory ATR PRO450-S Data array type Linear data array
Accessory S/N A098261272 Horizontal Wavenumber [cm-1]
Vertical %T
Light Source Standard Start 599.753 cm-1
Accumulation 100 Data plt.Ch 0.482117 cm-1
Resolution 2 cm-1 i i o
Zero Filling On
Apodization Cosine
Gain Auto (16)
Aperture Auto (5 mm) (\l

Scanning Speed
Filter

Auto (2 mm/sec)
Auto (30000 Hz)
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