LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91922\

Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44

Operator : JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE

Smoothing : ON Filtering: 5
Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Signal

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
: SW846 8260

: TIC: VN@74597.D\data.ms

peak R.T. first

16
17
18
19
20

21
22
23
24
25

12

12.
12.
13.
13.

13.
13.
13.
14.

15

min

.822
.875
.098
.063
.457

.704
.792
.910
.233
.674

.863
927
963
004
163

316
651
821
868
.439

scan

192
241
289

318
489
532
868
1448

1659
1676
1694
1749
1825

1858
1871
1881
1886
1909

1932
1988
2019
2199
2290

329
508
546
880
1457

1669
1684
1704
1759
1834

1866
1877
1883
1890
1917

1943
2000
2029
2207
2304

last
scan

353
520
573
899
1458

1676
1694
1716
1767
1845

1871
1881
1886
1909
1932

1950
2008
2044
2213
2316

Sum

PK  peak
height

corr.

area
7884289
50436367
24867779
8814937
31324915

corr.

% max.
1.12%
7.16%
3.53%
1.25%
4.45%

4617190
31415733
11159862
3889204
13007972

rVB
rBv
rVB
rvVB
rBv5

10049608 25584008
2519451 8554904
5523605 21329005 3.03%
2939020 8634089  1.23%
166113530 292021415 41.47%

3.63%
1.21%

rBv2
rBv2
rBv7
rBv3
rvB3

3961927 9293416  1.32%
99404458 162299777 23.05%
218780045 704208845 100.00%
202672383 465013007 66.03%
4378718 8008362 1.14%

rvwv
rvv2
rvw
rVB
rBv

4745303

63340084
22208717
28518969
23069591

7882788
102438055
26291076
42526313
36651025

1.12%

14.55%
3.73%
6.04%
5.20%

rBv3
rBv
rvB2
rBv3
rVB

123024987
30175764
22343689
3813966
17322689

193711980 27.51%
51922749 7.37%
43902424  6.23%
7959925 1.13%

31534307 4.48%

of corrected areas: 2373095757

82N@91522W.M Tue Sep 20 14:28:26 2022

% of
total
0.332%
2.125%
1.048%
0.371%
1.320%

1.078%
0.360%
0.899%
0.364%

12.306%

0.392%
6.839%
29.675%
19.595%

0.337%

0.332%
4.317%
1.108%
1.792%
1.544%

8.163%
2.188%
1.850%

0.335%
1.329%
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91922\

JC\MD

: N4566-04
: 5.0mL/MSVOA_N/WATER
: 23 Sample Multiplier: 1

: VN@74597.D
: 19 Sep 2022 19:44

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M

. SW846 8260

: C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance

2e+08

1.5e+08

1e+08

5e+07

0
Time-->

2.228 3.357 4.875 5.098
‘/\r\\\‘\ A\ﬁ\&‘%‘\\\?‘\\\ﬁm‘m \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

‘Y_Y—rY_Y_Y_Y
2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

TIC: VNO74597.D\data.ms

2.399
3.075 3.65% 822

Abundance

2e+08

1.5e+08

1e+08

5e+07

0
Time-->

7.063

T T

7.00

TIC: VNO74597.D\data.ms

10.457

—— — —— e — —
7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

11.7¢

Abundance

2e+08

1.5e+08

1e+08

5e+07

Time-->

12.00

TIC: VNO74597.D\data.ms

1910 15933

13.316

12.927

13.651
135893 163 j\13.821 15 '/isg

12.6742.8
N

‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91922\
: VNO74597.D
: 19 Sep 2022 19:44

JC\MD

: N4566-04
: 5.0mL/MSVOA_N/WATER
: 23 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Isobutane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
2.228 45.66 ug/l 7884290  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Oxirane, trimethyl- 86 C5H100 005076-19-7 9
3 Propene 42 C3H6 000115-07-1 5
4 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 4
5 Cyclobutylamine 71 C4HON 002516-34-9 4
Abundance  Scan 58 (2.228 min): VNO74597.D\data.ms (-47) (-) m/z 43.00 100.00%
43.0
AR aEa T
2.00 2.20 2.40 2.60
ol £99 266 2070 n/z a1.00  50.32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #266: Isobutane
43.0
5000 \‘\\\\‘/M\‘\\\\’\\\
2.00 2.20 2.40 2.60
m/z 42.00 35.43%
150‘ ‘
O\‘\\\‘\‘\‘M\\‘i‘\\\\”’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1966: Oxirane, trimethyl-
43.0
e A RRREEEREE
2.00 2.20 2.40 2.60
5000 m/z 39.00 24.62%
m i 7]\'0
Ol e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene R
41.0 2.00 2.20 2.40 2.60
m/z 38.00 3.90%
5000
1?0‘
O i T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60

82NO91522W.M Tue Sep 20 14:28:29 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44

Operator : JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.399 292.08 ug/l 50436400 Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 50
2 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 9
3 Acetone 58 C3H60 000067-64-1 7
4 Borane, trimethyl- 56 C3H9B 000593-90-8 5
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5
Abundance  Scan 87 (2.399 min): VN074597.D\data.ms (-78) (-) m/z 43.10 100.00%
43.1
5000 ]\j\\
R
) 2.00 2.20 2.40 2.60 2.80
ol 2041 1952 268.0 43l L wm/z 41.18 71.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264: Butane
43.0
5000 \““N‘\““\HH,H
2.00 2.20 2.40 2.60 2.80
m/z 39.00 36.53%
O ‘\J\J\ TJ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2433: Propane, 1-nitro-
43.0
R
2.00 2.20 2.40 2.60 2.80
5000 m/z 42.05 28.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 j\¥7
Abundance #241: Acetone R e e e
43.0 2.00 2.20 2.40 2.60 2.80
m/z 58.05 26.78%
5000 /\\
0 _LM“H‘_‘H‘H‘w“u‘H‘W‘H‘_‘H“H‘_‘H‘H‘w‘ P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44

Operator JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Butane, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.075 144.01 ug/1 24867800  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 64
2 Pentane 72 C5H12 000109-66-0 38
3 3-Buten-1-o0l 72 C4H80 000627-27-0 38
4 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 10
5 1-Butene 56 C4H8 000106-98-9 9

Abundance Scan 202 (3.075 min): VN074597.D\data.ms (-192) (-) m/z 43.05 100.00%

43.0
5000

SN W -
2.80 3.00 3.20 3.40
obd ) 12291900 3087 42434865 n/z 41.e0  95.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #813: Butane, 2-methyl-
43.0

5000 ‘H“‘H,“H“‘H“‘H
2.80 3.00 3.20 3.40

m/z 42.10 86.03%

O ‘\J\J\ ‘“J\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #809: Pentane
43.0

2.80 3.00 3.20 3.40
5000 m/z 57.10 66.02%
0 \H“ JJH\*H*w**w**H\H**w**w*w*\w*w**www**w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #752: 3-Buten-1-ol T T
42.0 2.80 3.00 3.20 3.40
m/z 39.00 39.18%

m/z-->

5000
0 Al
R B B B R B B R e U e

50 100 150 200 250 300 350 400 450 500

2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44

Operator JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@91522W.M
: SW846 8260

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1-Pentene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.357 51.05 ug/l 8814940  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 76
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 68
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 64
4 Cyclopentane 70 C5H10 000287-92-3 52
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 43
Abundance Scan 250 (3.357 min): VN074597.D\data.ms (-241) (-) m/z 42.00 100.00%
42.0
5000 70.0
3.00 3.20 3.40 3.60
ol 2889 I9LLnsp 54,95 71.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #631: 1-Pentene
42.0
5000
70.0 3.00 3.20 3.40 3.60
m/z 41.00 51.43%
15.0 ‘
O\\\‘\‘\w\\“‘\\‘\H‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #653: Cyclopropane, ethyl-
42.0
3.00 3.20 3.40 3.60
5000 m/z 39.00 50.59%
70.0
o) hd
B R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #652: Cyclobutane, methyl- R RAREAREEREE
42.0 3.00 3.20 3.40 3.60
m/z 70.00 42.82%
5000
70.0
m/z--> 20 40 60 80 100 120 140 160 180 3.00 3.20 3.40 3.60

82NO91522W.M Tue Sep 20 14:28:32 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44

Operator JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@91522W.M
: SW846 8260

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2-Pentene, (E)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.651 181.40 ug/l 31324966 Pentafluorobenzene 8.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-pentene, (£)- 70 cshio 000646-04-8 93
2 2-Methyl-1-butene 70 C5H10 000563-46-2 90

3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 90
4 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
5 2-Pentene 70 C5H10 000109-68-2 87
Abundance Scan 300 (3.651 min): VN074597.D\data.ms (-289) (-) m/z 55.00 100.00%
55.0
- M
R R B AR
) 3.40 3.60 3.80 4.00
ol b 3049 2811 0 70.10 38.92%
miz--> 50 100 150 200 250
Abundance #642: 2-Pentene, (E)-
55.0
5000 \\\/\‘\L\’\\\\‘\\\\‘\\\
3.40 3.60 3.80 4.00
m/z 42.00 36.05%
O 1\5‘.\0‘H\ ”‘ MH\ H\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #643: 2-Methyl-1-butene
55.0
3.40 3.60 3.80 4.00
5000 m/z 38.95 35.49%
150
miz-> 50 100 150 200 250
Abundance #665: Cyclopropane, 1,2-dimethyl-, trans-
55.0 3.40 3.60 3.80 4.00
m/z 41.00 27.28%
5000
50|
ok o
m/z--> 50 100 150 200 250 3.40 3.60 3.80 4.00

Page: 7
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44
Operator : JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2-Methyl-1-butene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.822 148.16 ug/1 25584000  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 90
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 87
5 2-Pentene 70 C5H10 000109-68-2 87
Abundance Scan 329 (3.822 min): VN074597.D\data.ms (-318) (-) m/z 55.00 100.00%
55.0
- M
Ramas e e
3.40 3.60 3.80 4.00 4.20
0L el 961 1328 208C ., 76 10 37.94%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #643: 2-Methyl-1-butene
55.0
5000 M\,uu‘uu‘uu,\u
3.40 3.60 3.80 4.00 4.20
29.0 m/z 42.00 37.07%
O\‘\\\\‘\‘\\\‘i\\\\‘\\M\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #639: 2-Pentene, (Z)-
55.0
R Raamd R
3.40 3.60 3.80 4.00 4.20
5000 m/z 39.00 36.65%
29.0
0 Pree
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #651: 2-Butene, 2-methyl- e B
55.0 3.40 3.60 3.80 4.00 4.20
m/z 41.00 26.17%
5000
27.0
olt S — LR D O/ G
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44
Operator : JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cyclopentene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.875 49.54 ug/l 8554900 Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 64
3 1,4-Pentadiene 68 C5H8 000591-93-5 52
4 1,3-Pentadiene, (Z)- 68 C5H8 001574-41-0 50
5 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 50
Abundance Scan 508 (4.875 min): VN074597.D\data.ms (-489) (-) m/z 67.00 100.00%
67.0

-

5000
39.0
4.60 4.80 5.00 5.20
Obrrrpr il ol OLL 4732 2071 n/z 68.00  37.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #498: Cyclopentene
67.0
5000 LA L B B LR
4.60 4.80 5.00 5.20
39.0 m/z 39.00 32.97%
0 15.0 J M‘ \‘ Al
\\\‘\\\\\\\\‘\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3123: 2,3-Diazabicyclo[2.2.1]-hept-2-ene
67.0
e T e
4.60 4.80 5.00 5.20
5000 m/z 53.00 21.07%

o
w
©
(=}

el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #512: 1,4-Pentadiene R RRma L e

67.0 4.60 4.80 5.00 5.20
m/z 40.95 15.68%

5000 39.0

=

o

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44
Operator : JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Cyclobutanone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.098 123.52 ug/1 21329000 Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 78
2 1-Pentene 70 C5H10 000109-67-1 72
3 Cyclobutanone 70 C4H60 001191-95-3 56
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 45
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 23
Abundance Scan 546 (5.098 min): VN074597.D\data.ms (-532) (-) m/z 42.00 100.00%
42.0
5000 A//\\
R ERERERRR RS
10 4.80 5.00 5.20 5.40
(
ol f2® 1710 2069 2801 n/; 55,00 38.88%
miz-> 50 100 150 200 250
Abundance #634: Cyclopentane
42.0
5000 LA L B I B R
4.80 5.00 5.20 5.40
m/z 41.00 37.44%
l ‘M 71.0
O T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #629: 1-Pentene
42.0
B RRARR RS
4.80 5.00 5.20 5.40
5000 m/z 70.00 32.34%
H ‘M \\7 0
ol 3 - e e
miz--> 50 100 150 200 250
Abundance #603: Cyclobutanone AR
42.0 4.80 5.00 5.20 5.40
m/z 39.00  29.63%
5000 M
T SIVAR BRSNS
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44
Operator : JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Cyclopentane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.063 50.00 ug/l 8634090  Pentafluorobenzene 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 Cyclobutane, butyl- 112 C8H16 013152-44-8 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 56
Abundance Scan 880 (7.063 min): VN074597.D\data.ms (-868) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.1
R AREAREREEESAE R
‘ ‘ 84.1 6.80 7.00 7.20 7.40
ol et e et m/z 41.08 58.00%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
41.0 /\/\
5000 LB L L B R B R
69.0 6.80 7.00 7.20 7.40
270 9
84.0 m/z 69.10  39.20%
0 \\\J-‘\O\\\‘]\-?\(\)‘\\\\‘\\\\‘\‘\\\‘\w \‘\\\‘}i\\\\‘\!\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0 N e S  RaRs
6.80 7.00 7.20 7.40
5000 41.0 m/z 38.95 30.51%
69.0
i) I
0 \\\‘H\\‘:\L\qu‘\H‘H,HH‘{HH‘N‘w\muuu‘\‘\‘u‘u
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- AREREEREESEaE R
56.0 6.80 7.00 7.20 7.40
m/z 41.95 26.94%
41.0
5000
27.0
69.0
0 1.0 150 ‘H ‘\ H‘ ‘ 840 /\
R R L L T e AR R e RRE
m/z--> 0 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44
Operator : JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benzene, 1l-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.927 98.64 ug/l 102438000 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 87
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 87
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 64
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 58

Abundance Scan 1877 (12.927 min): VNO74597.D\data.ms (-1871) (- | m/z 105.10 100.00%

106.1
5000 77.0
39.0

13.00
0 6.7 15441761 2042 /7 120.10  96.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 T ‘j\‘
13.00

o

79.0 .
- T
\\\‘\‘\\\“‘\\‘\\“\‘\\\“\\‘i\“}‘\\‘\‘[‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
A

13.00
5000 m/z 77.00 44 ,59%
77.0
0 \\EZ(?H?iP“M“mm‘\H‘MM T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl- — ‘/\
105.0 13.00

m/z 79.00  29.88%

5000
39.0 77.0
0"““H““H“iu”““u““““m“1‘”“‘“‘m‘mwm‘mwm

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91922\
Data File : VN@74597.D

Acqg On : 19 Sep 2022 19:44
Operator : JC\MD

Sample : N4566-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isobutane 2.228 45.7 ug/l 7884290 1 8.016 8634090 50.0
Butane 2.399 292.1 ug/l 50436400 1 8.016 8634090 50.0
Butane, 2-methyl- 3.075 144.0 ug/l 24867800 1 8.016 8634090 50.0
1-Pentene 3.357 51.0 ug/l 8814940 1 8.016 8634090 50.0
2-Pentene, (E)- 3.651 181.4 wug/l 31324900 1 8.016 8634090 50.0
2-Methyl-1-butene 3.822 148.2 ug/l 25584000 1 8.016 8634090 50.0
Cyclopentene 4.875 49.5 wug/l 8554900 1 8.016 8634090 50.0
Cyclobutanone 5.098 123.5 ug/l 21329000 1 8.016 8634090 50.0
Cyclopentane, m... 7.063 50.0 ug/l 8634090 1 8.016 8634090 50.0
Benzene, 1l-ethy... 12.927 98.6 ug/l 102438000 4 13.616 51922700 50.0
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