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7: 'H NMR, THF-ds, 400 MHz
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7: MALDI-MS

AB Sciex TOF/TOF™ Series Explorer™ 72098
TOF/TGF™ Reflector Spec #1[BP = 603.8, 20789]
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7: ESI-MS

 NC STATE UN
Mass Spectrometry Facility
Department of Chemistry

P.O. Box 8204

Raleigh, NC 27695-8204

120815 RLO4 Full Scan
11_120815_RL04 #322-337 RT: 1.6%-:.¢/
'MS + p ESI Full ms {200.00-1000.00]

=
3 l$llll$lll!$ll||$lll|§‘llll$llll$llll$

?llll§|||ﬁ|||

226.95141

400

n
(=]

0 300

391.28422 472 90225

500

AV: 15 NL: 8.82E7

604.00716

540.88997

628.55123
Cr 718.85267

955.75668

| Lo ok il bichd Aok LAk ik

|
700

|
800

T nen

L)
900 1000

120815 RLO4 Experimetnal and Theoretical Isotopic Distribution for C3,H;9BrN,Zn [M]*

NL:
6.82E7
153011_120815_RL04#3

604.00716
100: 602.00892 22-337 RT: 1.69-1.77
’ CazHia N4 Brzn 606.00607 AV: 16 T: FTMS + p ESI
G 1.67918 ppm Full ms
50 [200.00-1000.00]
g 608.00420
—-{ 600.52123 I 610.91181
9 50200791 NL:
Ca2H19 N4 Brzn 1.72E5
756 0.00000 ppm  §04.00586 Ca2He N4 Brzn:
4 Ca2 Hp N4 BriZn4
] paChrg 1
o 606.00275
50j 603.01126 608.00156
g ' 607.00611 | 500 00492
| | T T T T T T T T T 1 T T 1 ] T 4 T i T T ]
600 602 604 606 608 610 612
miz

S5

Page 6 of 7



7: Absorption spectrum (toluene)

Spectrum/Peak Report Date 6/9/2016 Time 13:04:52 Page L of L
Method file : <untitled>

Information : Default Method

Data File : C:\Chem32\1\DATA\Rui\060916ZNPORBR. SD Created : 6/9/16 12:46:53

Overlaid Spectra:
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9: 'H NMR, THF-ds, 400 MHz
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9: 3C NMR, THF-ds, 100 MHz
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9: ESI-MS
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9: Absorption spectrum (to

luene)

Spectrum/Peak Report

Date 6/9/2016 Time 13:05:15 Page 1l wof 1
Method file <untitled>
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10:

(wdd) 14
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10: ESI-MS

ass Spectrometry Facility
Department of Chemistry
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Raleigh, N
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10: Absorption spectrum (toluene)

Spectrum/Peak Report Date 6/9/2016 Time 13:04:32 Page 1 of1
Method file : <untitled>
Information : Default Method
e Data File 5 C:\CHEM32\1\DATA\RUI\060916ZNPORBR2COOTBU.SD Created : 6/9/16
13:03:26
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12: MALDI-MS

~ Sciex TOF/TOF™ Series Explorer™ 72098

TOF/TOF™ Reflector Spec #1[BP = 1104.9, 2697]
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12: Absorption spectrum (toluene)

Spectrum/Peak Report Date 6/7/2016 Time 14:13:07 Page 1 of 1

Method file : <untitled>
Information : Default Method
Data File : C:\Chem32\1\DATA\Rui\032516 RPER2T-POR-COOTBU.SD Created

3/25/16 13:30:44

Overlaid Spectra:
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13:

(wdd) 14

"H NMR, CDCls, 300 MHz
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13: MALDI-MS

AB Sciex TOF/TOF™ Series Explorer™ 72098
TOF/TOF™ Reflector Spec #1[BP = 729.3, 27070]
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13: Absorption spectrum (toluene)

Spectrum/Peak Report Date 6/11/2016 Time 13:41:39 Page 1 of 1
Method file : <untitled>

Information : Default Method

Data File z C:\Chem32\1\DATA\Rui\120915 P2TPOR-COOH IN TOLUENE.SD Created

12/9/15 14:22:40

Overlaid Spectra:
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14: MALDI-MS

AB Sciex TOF/TOF™ Series Explorer™ 72098
TOF/TOF™ Reflector Spec #1[BP = 2283.5, 4051]
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20: 'H NMR, CDCl3, 600 MHz
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20: 3C NMR, CDCls, 151 MHz
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MALDI-MS
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Processing method
File Name
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Target serial number 1004015
Position 120
Laser

Laser beam attenuation 75

Laser beam focus 36

Laser repetition rate 2000 Hz
Number of shots 500
Spectrometer

positive voltage polarity POS
PIE delay 130 ns
lon source voltage 1 19 kv
lon source voltage 2 16.85 kV
Lens voltage 8.3kV

Linear detector voltage 2.783 kV
Deflection on
Deflection mass

MSMS parent mass
LIFT voltage 1

LIFT voltage 2

LIFT 1 Pulser time
depending on the parent
mass

LIFT 2 Pulser time

Reflector voltage 1 21 kV
Reflector voltage 2 9.6 kV
Reflector detector volt.  1.662 kV
Instrument

Instrument type autoflex

Instrument serial 1857351.00828
Name of computer ~ FLEX-PC

Operator ID or name admin

flexControl version  flexControl 3.4.168.0
flexAnalysis version 3.4.79.0

Performed by Viewed by
Date / Sign Date / Sign

Bruker Daltonics
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20: Absorption spectrum (toluene)

Spectrum/Peak Report Date 9/23/2022 Time 12:01:14 Page 1 of 1
Method file : <method not saved>

Information : Default Method

Data File H C:\Chem32\1\DATA\JayRong\Solar Cell\ABS for paper\P-TMS_1.SD
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21: 'H NMR, CDCl3, 600 MHz
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2 792.181 Target type 0280784
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= Laser
Laser beam attenuation 60
Laser beam focus 36
Laser repetition rate 2000 Hz
Number of shots 500
20 Spectrometer
positive voltage polarity POS
PIE delay 130 ns
lon source voltage 1 19 kv
lon source voltage 2 16.85 kV
Lens voltage 8.3kV
13 Linear detector voltage 2.783 kV
Deflection on
Deflection mass
MSMS parent mass
LIFT voltage 1
101 LIFT voltage 2
LIFT 1 Pulser time
depending on the parent
mass
LIFT 2 Pulser time
05
Reflector voltage 1 21 kV
Reflector voltage 2 9.6 kV
714247 Reflector detector volt.  1.662 kV
24833 1426.083
24883 | = Instrument
00 - - - - - - - - - - - - - - Instrument type autoflex
200 400 600 800 1000 1200 1400 Instrument serial 1857351.00828
mz Name of computer FLEX-PC
Operator ID or name admin
flexControl version  flexControl 3.4.168.0
flexAnalysis version 3.4.79.0
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positive voltage polarity POS
PIE delay 130 ns
lon source voltage 1 19 kV
796191 lon source voltage 2 16.85 kV
_— Lens voltage 8.3kV
159 Linear detector voltage 2.783 kV
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AL
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LIFT voltage 1
104 LIFT voltage 2
790174 LIFT 1 Pulser time
depending on the parent
mass
797193 LIFT 2 Pulser time
0 798189
—_1 Reflector voltage 1 21 kV
791.185 Reflector voltage 2 9.6 kV
=T Reflector detector volt.  1.662 kV
799.195
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00 ————————————————————F—————————————————————— Instumenttype  autoflex
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Operator ID or name admin
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21: Absorption spectrum (toluene)
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22: 'TH NMR, CDCl3, 600 MHz
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Laser beam attenuation 50

Laser beam focus 36

Laser repetition rate 2000 Hz
Number of shots 500
Spectrometer

positive voltage polarity POS
PIE delay 130 ns
lon source voltage 1 19 kv
lon source voltage 2 16.85 kV
Lens voltage 8.3kV

Linear detector voltage 2.783 kV
Deflection on
Deflection mass

MSMS parent mass
LIFT voltage 1

LIFT voltage 2

LIFT 1 Pulser time
depending on the parent
mass

LIFT 2 Pulser time

Reflector voltage 1 21 kV
Reflector voltage 2 9.6 kV
Reflector detector volt.  1.662 kV
Instrument

Instrument type autoflex

Instrument serial 1857351.00828
Name of computer ~ FLEX-PC

Operator ID or name admin
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flexAnalysis version 3.4.79.0
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Laser beam attenuation 50
Laser beam focus 36

Laser repetition rate 2000 Hz
Number of shots 500
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positive voltage polarity POS
PIE delay 130 ns
lon source voltage 1 19 kV
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Lens voltage 8.3kV

Linear detector voltage 2.783 kV
Deflection on
Deflection mass
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22: Absorption spectrum (toluene)

Spectrum/Peak Report Date 9/23/2022 Time 12:01:4 Page 1l of 1

Method file : <method not saved>
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Position K23
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Laser beam attenuation 38

Laser beam focus 36

Laser repetition rate 2000 Hz
Number of shots 500
Spectrometer

positive voltage polarity POS
PIE delay 130 ns
lon source voltage 1 19 kv
lon source voltage 2 16.85 kV
Lens voltage 8.3kV

Linear detector voltage 2.783 kV
Deflection on
Deflection mass

MSMS parent mass
LIFT voltage 1

LIFT voltage 2

LIFT 1 Pulser time
depending on the parent
mass

LIFT 2 Pulser time

Reflector voltage 1 21 kV
Reflector voltage 2 9.6 kV
Reflector detector volt.  1.662 kV
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Instrument type autoflex

Instrument serial 1857351.00828
Name of computer ~ FLEX-PC
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2160.885 Laser beam attenuation 38
—_ Laser beam focus 36
5004 Laser repetition rate 2000 Hz
Number of shots 500
Spectrometer
2163.826 positive voltage polarity POS
PIE delay 130 ns
4001 lon source voltage 1 19 kV
2164810 lon source voltage 2 16.85 kV
Lens voltage 8.3kV
Linear detector voltage 2.783 kV
Deflection on
300+ Deflection mass
MSMS parent mass
LIFT voltage 1
LIFT voltage 2
2004 LIFT 1 Pulser time
depending on the parent
2159.861 mass
LIFT 2 Pulser time
L Reflector voltage 1 21 kV
Reflector voltage 2 9.6 kV
Reflector detector volt.  1.662 kV
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2154 2156 2158 2160 2162 2164 2166 2168 2170 2172 2174 Instrument serial 1857351.00828
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23: Absorption spectrum (toluene)
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26: 'H NMR, CDCl3, 600 MHz
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26: 1*C NMR, CDCl3, 151 MHz
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26: ESI-MS
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Raleigh, NC 27695

https://research.ncsu.edu/metric/
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27: 'TH NMR, CDCl3, 600 MHz
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Target serial number 1004015
Position 021
Laser

Laser beam attenuation 12

Laser beam focus 36

Laser repetition rate 2000 Hz
Number of shots 500
Spectrometer

positive voltage polarity POS
PIE delay 130 ns
lon source voltage 1 19 kv
lon source voltage 2 16.85 kV
Lens voltage 8.3kV

Linear detector voltage 2.783 kV
Deflection on
Deflection mass

MSMS parent mass
LIFT voltage 1

LIFT voltage 2

LIFT 1 Pulser time
depending on the parent
mass

LIFT 2 Pulser time

Reflector voltage 1 21 kV
Reflector voltage 2 9.6 kV
Reflector detector volt.  1.662 kV
Instrument

Instrument type autoflex

Instrument serial 1857351.00828
Name of computer ~ FLEX-PC

Operator ID or name admin
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flexAnalysis version
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Laser beam attenuation 12
Laser beam focus 36

Laser repetition rate 2000 Hz
Number of shots 500
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lon source voltage 1 19 kV
lon source voltage 2 16.85 kV
Lens voltage 8.3kV

Linear detector voltage 2.783 kV
Deflection on
Deflection mass

MSMS parent mass
LIFT voltage 1

LIFT voltage 2

LIFT 1 Pulser time
depending on the parent
mass

LIFT 2 Pulser time

Reflector voltage 1 21 kV
Reflector voltage 2 9.6 kV
Reflector detector volt.  1.662 kV
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27: Absorption spectrum (toluene)

Spectrum/Peak Report
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28: Absorption spectrum (toluene)
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Target serial number 1004015
Position N8
e Laser
656,300 Laser beam attenuation 42
Laser beam focus 36
b Laser repetition rate 2000 Hz
Number of shots 500
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o.8 Spectrometer
positive voltage polarity POS
PIE delay 130 ns
1 lon source voltage 1 19 kv
lon source voltage 2 16.85 kV
Lens voltage 8.3kV
0.6 Linear detector voltage 2.728 kV
Deflection on
Deflection mass
MSMS parent mass
LIFT voltage 1
0.4 LIFT voltage 2
LIFT 1 Pulser time
depending on the parent
g mass
LIFT 2 Pulser time
5= Reflector voltage 1 21 kV
Reflector voltage 2 9.6 kV
1034.494 Reflector detector volt.  1.662 kV
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Laser beam attenuation 42
Laser beam focus 36
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B Deflection mass

MSMS parent mass
LIFT voltage 1

al LIFT voltage 2

LIFT 1 Pulser time
depending on the parent
1000 mass

LIFT 2 Pulser time

Reflector voltage 1 21 kV
Reflector voltage 2 9.6 kV
1 Reflector detector volt.  1.662 kV
Instrument
B 2 \ >L B i i 5 Instrument type autoflex
R e e e e e s T e e P T e B e Instrument serial 1857351.00828
2347.5 2350.0 2352.5 2355.0 2357.5 2360.0 2362.5 2365.0 2367.5 2370.0

m/z Name of computer FLEX-PC

Operator ID or name admin

flexControl version  flexControl 3.4.168.0
flexAnalysis version 3.4.79.0

Date of Acquisition 2021-06-02T15:07:25.722-04:00 printed: 9/23/2022  3:02:55 PM Performed by Viewed by
isition method D:\Methods\flexControlMethods\Lindsey_Zhiyuan\RP_0-1500_Da.par
Processing method &
File Name D:\Data\Lindsey\Jay\20210602_Jay_PMI-P-El-Me_CHCHA\0_N8\1 Date / Sign Date / Sign Bruker Daltonics

S49



30: 'H NMR, CDCl3, 600 MHz
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MALDI-MS
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30: Absorption spectrum (toluene)

Spectrum/Peak Report Date 9/23/2022 Time 12:01:24 Page 1l of 1
Method file : <method not saved>

Information : Default Method

Data File ¥ C:\Chem32\1\DATA\JayRong\Solar Cell\ABS for paper\P-H_1.SD

Created : 1/17/20 15:36:25 |
CDLV\{)c(\l\(/\ % (8]

Overlaid Spectra:

_f%

12
1
08
e 06
< 04
1) o
0.2 = 2]
-+ - S
o 5 i
|
300 350 400 450 500 550 600 650 700 Way
# Name Peaks (nm) Abs (AU)
1 414.0 1.32440
1 539..0 0. 13791
1 313..0 0/ 12170
1 5750 3.1120E-2
1 484.0 2.5795E-2
Report generated by jon SLGNEEHTET svssepsnnmmaasss

S53



31:

ST

S'0T O'TT

00T

S'6

06

S8

0’8

(wdd) 14
00 SO0 O ST 02 SZ 0¢ S€ 0¥ S¥ 0SS S§S 09 SS9 02 S¢Z

S0~

2.00 =

MW

il N

2.22

!

4.06

2.96 =

4.11 =

18.18{

'H NMR, CDCls, 600 MHz

I

I

1T

/

™

SW12V-d
0T SW.LBV-d-020Z-9Tue(

—
o
W
=
o,

4.5287
4.5176
4.5146
4.5116
4.5004

—2.7535

£1.2535

S54

1.2462
1.2350
1.2320
1.2291
1.2179

—0.1430



MALDI-MS
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31: Absorption spectrum (toluene)
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32: 'H NMR, CDCl3, 600 MHz
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32: Absorption spectrum (DMSO)
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32: ESI-MS

NC STATE UNIVERSITY

Molecular Education, Technology and
Research Innovation Center

Raleigh, NC 27695
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