LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample : P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO11224WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@33651.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.082 7 13 28 rVB 63587 63615 2.83% 0.724%
2 1.185 38 45 54 rBV 237808 205088 9.12% 2.334%
3 1.275 61 73 80 rBV3 141218 220730 9.82% 2.512%
4 1.320 83 87 97 rVW2 20825 25307 1.13% 0.288%
5 1.529 146 152 163 rVB 37069 46976 2.09% ©0.535%
6 1.590 164 171 187 rVB2 64186 92509 4.12% 1.053%
7 1.757 218 223 237 rVB3 19387 28934 1.29% 0.329%
8 1.976 281 289 298 rBv4 17829 25927 1.15% 0.295%
9 2.053 307 315 337 rVB 71892 117657 5.23% 1.339%
10 2.462 437 442 449 rVV3 21714 36965 1.64% 0.421%
11  2.510 449 457 473 rVB5 30084 72301 3.22% 0.823%
12 2.683 501 511 527 rVB2 44552 83594 3.72% 0.952%
13  3.1065 629 642 658 rBV 128632 262054 11.66%  2.983%
14 3.654 799 813 826 rBvV2 19503 46859 2.08% ©.533%
15 3.806 845 860 914 rBV 929012 2248032 100.00% 25.588%
16 4.246 983 997 1029 rVB2 57116 147115 6.54% 1.675%
17 4.574 1084 1099 1111 rBV4 15717 39696 1.77% 0.452%
18 4.670 1111 1129 1147 rVB3 13078 38684 1.72%  0.440%
19 4.953 1203 1217 1225 rBV3 134697 305964 13.61% 3.483%
20 5.005 1226 1233 1263 rVV2 142414 384831 17.12% 4.380%
21 5.127 1264 1271 1290 rVV8 18041 51954 2.31% 0.591%
22 5.227 1290 1302 1319 rVB5 11063 25522 1.14% 0.291%
23 5.532 1386 1397 1429 rBV 132622 300440 13.36%  3.420%
24  5.841 1484 1493 1497 rBV6 13952 24026 1.07% 0.273%
25 5.989 1527 1539 1567 rBV2 74969 187888 8.36% 2.139%
26 6.696 1741 1759 1771 rBVe6 9691 25514 1.13% 0.290%
27 6.918 1818 1828 1848 rVB3 54189 106252 4.73% 1.209%
28 7.088 1858 1881 1896 rBV5 23952 59390 2.64% 0.676%
29 7.243 1904 1929 1947 rBV 156040 299814 13.34% 3.413%
30 7.561 2008 2028 2044 rBV6 23803 70193  3.12% ©.799%
31 8.037 2158 2176 2203 rBV 133399 358664 15.95% 4.083%
32 8.786 2399 2409 2413 rBV 210911 334579 14.88% 3.808%
33 8.812 2414 2417 2440 rVB 232583 349764 15.56% 3.981%
34 9.194 2526 2536 2545 rBV5 20217 36475 1.62% 0.415%
35 9.403 2586 2601 2605 rBVie 10826 25136 1.12% ©.286%
36 9.641 2666 2675 2687 rBvV7 11952 22810 1.01% 0.260%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample : P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO11224WMA.M
Title : TRACE VOA SFAM1.0
37 9.735 2693 2704 2715 rBV7 13149 30016 1.34% 0.342%
38 10.156 2824 2835 2849 rVB 58074 104289  4.64% 1.187%
39 10.288 2863 2876 2888 rBV 9895 29048 1.29% 0.331%
49 10.799 3015 3035 3045 rBv2 19901 49752 2.21% ©.566%
41 10.870 3050 3057 3070 rVB4 15255 25420 1.13% 0.289%
42 10.992 3087 3095 3101 rBV 46909 68749 3.06% 0.783%
43 11.120 3127 3135 3143 rBV2 26940 46550 2.07% 0.530%
44 11.185 3146 3155 3180 rvB2 233257 538978 23.98% 6.135%
45 11.577 3261 3277 3291 rVB3 323145 707028 31.45%  8.048%
46 11.921 3376 3384 3393 rBV9S 13791 26108 1.16% 0.297%
47 12.233 3474 3481 3490 rVB2 23352 38490 1.71% 0.438%
48 12.622 3594 3602 3612 rBV2 40572 58138 2.59% 0.662%
49 13.201 3773 3782 3790 rBV 42034 69491 3.09% 0.791%
50 13.246 3790 3796 3813 rvv2 31614 57032 2.54%  0.649%
51 13.545 3882 3889 3903 rVB10 11254 22481 1.00% 0.256%
52 13.628 3905 3915 3926 rBV7 19773 41809 1.86% 0.476%
53 14.236 4097 4104 4113 rVB3 16931 24382 1.08% 0.278%
54 14.384 4140 4150 4160 rVB4 13013 26899 1.20% ©.306%
55 14.615 4215 4222 4237 rVB4 10537 25936 1.15% ©.295%
56 15.750 4568 4575 4582 rBV3 15501 23512 1.05% 0.268%
Sum of corrected areas: 8785367
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\

: VW0e33651.D

: 15 Jan 2024 18:33

: SY/MD

. P1131-19

: 25.0mL/MSVOA_V/WATER
. 26

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: VV033651.D\data.ms
3.806

1.185

275 49895

3.105 5.532

0

08

ao0ld

0

1.7571.97

22526-683

3.65

4.246

4.577870

12327

5.989

5.841

Time-->

1.20 1.40 1.60 1.80 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

Abundance

800000

600000

400000

200000

TIC: VV033651.D\data.ms

11.577

8.037

10.156
0.288

o

Time-->

7.561 9.1949 403 9.617135
T ; e e

108Gt

—
11.00

8.00 8.50

10.00 10.50

‘ T \
7.50 9.00 9.50 11.50 12.00

Abundance

800000

600000

400000

200000

12.233 12.622 13204
T A T

TIC: VV033651.D\data.ms

13184628 14.286384 4.615 15.750

Time-->

12.50

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.082 1.06 ug/L 63615 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 42
2 Cyclopropane 42 C3H6 000075-19-4 7
3 Propene 42 C3H6 000115-07-1 7
4 Cyclopropane 42 C3He 000075-19-4 4
5 Cyclopropene 40 C3H4 002781-85-3 4

Abundance  Scan 13 (1.082 min): VV033651.D\data.ms (-7) (-) m/z 40.95 100.00%

41.0
5000
BRRRRREEENRRLSSESEE e
35‘ 1.101.201.301.401.50
O v m/z 39.00 90.21%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0 /\\
5000 270 ‘\\\\’\\\\’\\\\‘\ﬁﬁj\
’ 1.101.201.301.401.50
m/z 42.00 56.05%
20 W0
O\HH\H’\H\’\H\’\‘H\’HH"HH‘HH‘HH‘HH‘ {\‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #64: Cyclopropane
42.0
BRRRRREEESREsasEEEE S
1.101.201.301.401.50
m/z 43.00 53.93%
5000 27.0
1\4‘..‘0 ‘\ 36.‘¢ Il
O e e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene REAREERRE S
41.0 1.101.201.301.401.50
m/z 43.95 52.02%
5000 27.0
o B0y
O ERAEE AR EEEEEEsEEsRanE)
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.185 3.41 ug/L 205088 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 80
2 Isobutane 58 C4H1e 000075-28-5 72
3 Isobutane 58 C4H1e 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 59
Abundance  Scan 45 (1.185 min): VV033651.D\data.ms (-38) (-) m/z 43.00 100.00%
43.0
5000

1.20 140 1.60

36. 50.0 57.0 o
O e e e e e e m/z 41.00  48.24%

mi/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65

Abundance #267: Isobutane
43.0
5000 ‘/\\\’\\\\‘\\\\‘\\
120 140 1.60
27.0

15.0

10 19 “ 60 | 500570
\H\H\\‘\H\‘\\H‘H\\‘\H\‘HH‘HH’HH‘HH‘H \’\\H‘HH‘HH’HH‘H\
mi/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #266: Isobutane
50 JL

120 1.40 160

m/z 42.00  33.94%

o

5000 m/z 39.00 21.69%
27.0
o 1o “m 36,0 |, 50,0570
PP [ e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #269: Isobutane e e wa
43.0 1 20 140 1. 60

m/z 38.00 3.67%

5000

500 580 A

T RRAAN LSRR AL ERRRR LAY L A L A B

-
30 35 40 45 50 55 60 65 120 140 1.60

27.0

15.0 ‘
O e e
miz--> 0 5 10 15 20 25
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.590 1.54 ug/L 92509 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 39
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 33
Abundance Scan 171 (1.590 min): VV033651.D\data.ms (-164) (-) m/z 43.00 100.00%
43.0
57.0
5000
‘ 720 1.20 1.40 1.60 1.80 2.00
bl epittl b 282 myz 41,00 87.66%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #813: Butane, 2-methyl-
43.0
57.0 M
5000 27.0 \J‘uu‘uu,\u\‘uu‘u
1.20 1.40 1.60 1.80 2.00
15.0 m/Z 42.00 83.64%
‘ ‘ 72.0
0\\\‘\\\\‘\}\\‘\\11‘\\\\}\}\\’H\‘\‘\}‘\\\\“1\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #814: Butane, 2-methyl-
43.0
570 1.20 1.40 1.60 1.80 2.00
5000 m/z 57.00 59.16%
29.0
o ||
O e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #752: 3-Buten-1-ol T TR T
42.0 1.20 1.40 1.60 1.80 2.00
m/z 38.95 28.70%
5000
27.
PN OSSOSO 11T VS S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.462 0.62 ug/L 36965 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 43
2 Pentane 72 C5H12 000109-66-0 43
3 Pentane 72 C5H12 000109-66-0 43
4 1-Pentene 70 C5H1e 000109-67-1 43
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 39
Abundance Scan 442 (2.462 min): VV033651.D\data.ms (-437) (-) m/z 43.00 100.00%
43.0
o T L//k_/\//
57.0 T
‘ “ £5.0 114.9 2.20 2.40 2.60 2.80
0Lttt e S e M/Z 42,00 78.37%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #806: Pentane
43.0
5000 L L R B L B R
21.0 2.20 2.40 2.60 2.80
m/z 41.00 61.44%
‘ ‘ 57.0 1,4
O\H’;H\‘H‘H‘HH‘\\Hi\}\\‘Hw‘\‘HH‘}H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #808: Pentane
43.0
A mma e
2.20 2.40 2.60 2.80
5000 m/z 71.00 48.14%
27.0 57.0 720
0\u,\u\‘uu‘\u1‘uu‘p1\\‘\\‘1\‘uu‘!u\‘HHWHWHWHW
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #809: Pentane
43.0 2.20 2.40 2.60 2.80
m/z 39.00 21.71%
5000
27‘.‘0 ‘ 57.0 720
0\u,\u\‘uu‘\m1‘umi\M\‘m‘l\‘uu‘!u\‘\m‘\m‘\m‘uu‘u R RERRaEEEE T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2516 1.20 ug/l 72301 1,4-Difluorobenzene 5.532
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (2)- 84 CoM12 000922-62-3 35

2 Methyl propargyl ether 70 C4H60 000627-41-8 35
3 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 30
4 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 30
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 30
Abundance Scan 457 (2.510 min): VV033651.D\data.ms (-449) (-) m/z 41.00 100.00%
4110
69.0
55.0
5000
84.0
AR E e
| 95.0 2.20 2.40 2.60 2.80 .
oL L H I ALl T TR R m/z 42.00 97.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1704: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
55.0
5000 L L B B B R
84.0 2.20 2.40 2.60 2.80
27.0 ‘ ‘ m/z 69.00  75.12%
O \\‘\\\\‘\\}\“\\\ii ‘\\\i‘\‘}\\‘\\\‘\i\\\\‘\\‘\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #627: Methyl propargyl ether
42.0 69,0
R ARREESSS SR
2.20 2.40 2.60 2.80
5000 m/z 54.95 57.01%
28.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1696: 2-Pentene, 4-methyl-, (2)- e EaERRmEEas T
41.0 69.0 2.20 2.40 2.60 2.80
m/z 39.00 52.28%
5000
84.0
27.0
130 e
Obvr el R
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic3.654 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.654 0.78 ug/L 46859 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 Cyclohexane 84 C6H12 000110-82-7 78
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
Abundance Scan 813 (3.654 min): VV033651.D\data.ms (-799) (-) m/z 55.95 100.00%
56.0
41.0
5000 69.0
PR TR
‘ ‘ ‘ 84.0 3.40 3.60 3.80 4.00
oLl ety L w2 ael95 62.56%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 UL B L I I LN L
3.40 3.60 3.80 4.00
m/z 69.00 45.43%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-I\S‘\.?‘\\\‘H“\\\}}\‘\\\i‘\u ‘\‘\\\‘1i\\\\‘\!\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0 A
| R
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.00 28.12%
69.0
27.0
84.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane SRR RS ¥ ekt
56.0 3.40 3.60 3.80 4.00
84.0 m/z 39.00 24.66%
5000 41.0
69.0
27.0 H
P INRURRN:(JO I OO OO OO OO ) o' '
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Butane, 1-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.670 0.64 ug/L 38684 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 53
2 Butane, 1-chloro- 92 C4HoCl 000109-69-3 45
3 Butane, 1-chloro- 92 C4HoCl 000109-69-3 45
4 4-Penten-2-o0l, 4-methyl- 100 C6H120 002004-67-3 40
5 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 38

Abundance Scan 1129 (4.670 min): VV033651.D\data.ms (-1111) (-) m/z 56.00 100.00%

56.0
41.0
- /\/\w/\

| 7ﬁ0 85.0 4.40 4.60 4.80 5.00
e e m/z 40.95 61.93%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2732: Butane, 1-chloro-
56.0
41.0

5000 S M
4.40 4.60 4.80 5.00

m/z 42.95 44.08%

27.0
T J\-\\I:_)\(\) \\\‘H \\\\‘ f‘\\\ \1“\ \‘\\\ \7\\'51'(\) \\\\921-\0\\ TT
m/z--> 1b 20 35 AO Sb Gb 76 Sb 96 160
Abundance #2737: Butane, 1-chloro-
56.0

4.40 4.60 4.80 5.00

o

o

41.0
5000 ITI/Z 57 .00 27.24%
27.0
ol 150 m L, L, 750 920
R A R EE L L e e AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2736: Butane, 1-chloro- “““H““W““,H“

56.0 4.40 4.60 4.80 5.00
m/z 38.95 14.69%

41.0
5000
27.0
e L me we

m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 8 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.127 0.86 ug/L 51954 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylidenecyclobutane 82 C6H10 001528-21-8 40
2 Cyclohexene 82 C6H10 000110-83-8 38
3 Cyclohexene 82 C6H10 000110-83-8 38
4 Cyclohexene 82 C6H10 000110-83-8 38
5 Cyclohexene 82 C6H10 000110-83-8 38

Abundance Scan 1271 (5.127 min): VV033651.D\data.ms (-1264) (-) m/z 57.00 100.00%
57.0

5000 41.0
82.0 AN

50 991 4.80 5.00 5.20 5.40
e e m/z 67.00  56.04%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1386: Ethylidenecyclobutane
67.0
54.0
82.0

5000 i raee
4.80 5.00 5.20 5.40
41.0

m/z 41.00 43.17%

“\ \H‘\ L \‘
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1357: Cyclohexene
67.0
54.0

4.80 5.00 5.20 5.40

o
—

o

5000 m/z 54.00 42.42%
41.0 82.0
27.0
0“_“w‘HL‘H‘iw‘H}HH“HMM“MH‘H‘_“W“H
m/z--> 10 20 30 40 50 60 70 80 90 100 J\
Abundance #1359: Cyclohexene R e o
67.0 4.80 5.00 5.20 5.40
54.0 m/z 82.00 30.23%
5000 "o 820
27.0
0‘w%?P‘HJm‘u1H“ﬁwm‘wﬂih‘uwmuu“u‘_‘u H‘H‘W‘H‘W‘H‘H‘w
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Cyclohexene, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.088 0.99 ug/L 59390 1,4-Difluorobenzene 5.532

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 90
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 64
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 60
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 60
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 58
Abundance Scan 1881 (7.088 min): VV033651.D\data.ms (-1858) (-) m/z 81.00 100.00%
81.0
43.0 67.0
5000 /\
96.1
113.0
“ | ‘ 6.80 7.00 7.20 7.40
OFrrrrrrrprrrr e \mm“twm‘w,‘m“ ICNBRSA] NSNS . m/z 67.00  65.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3233: Cyclohexene, 3-methyl-
81.0
WA NI AV S A%
5000 390 680 L L L L B B LR
550 9 96.0 6.80 7.00 7.20 7.40
m/z 54.95 63.39%
0 ol
O\\‘\\\\‘H11?‘\\\‘”}\\\M‘\\i\‘\‘\w\"\\\M‘il\\\‘\\‘\‘\‘\H\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3236: Cyclohexene, 1-methyl-
81.0
AmmE AR R
6.80 7.00 7.20 7.40
5000 67.0 m/z 42.95 60.80%
96.0
39.0
026,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3229: Cyclohexene, 3-methyl- A RAREESEEEE SRR
81.0 6.80 7.00 7.20 7.40
m/z 70.00 41.69%
5000
0.0 67.0 96.0
RIS N (VO 0L Ot
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 .80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33

Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
: TRACE VOA SFAM1.0

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 11 Thiophene, tetrahydro-3-met... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.194 0.55 ug/L 36475 Chlorobenzene-d5 8.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 96
2 Thiophene, tetrahydro-3-methyl- 102 C5H1eS 004740-00-5 87
3 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 43
4 Cyclopentanethiol 102 C5H1es 001679-07-8 38
5 2-Thiazolamine, 4,5-dihydro- 102 C3H6N2S 001779-81-3 37

Abundance Scan 2536 (9.194 min): VV033651.D\data.ms (-2526) (-) m/z 102.00 100.00%
102.0
59.9
73.9
5000
‘M ‘ 127.0 8.80 9.00 9.20 9.40 9.60
oH_m_m‘mww\“‘” b b m/z 59.90  79.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4913: Th|ophene tetrahydro-3-methyl-
0.0 102.0
5000 740 ‘\\\\‘\\\\‘\\\\‘\\\\’\(\\‘
8.80 9.00 9.20 9.40 9.60
m/z 41.00 60.94%
0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4912: Thiophene, tetrahydro-3-methyl-
102.0
R R RRRRRE
600 8.80 9.00 9.20 9.40 9.60
5000 74.0 ITI z 73.90 55.79%
27.0
owmwum;m!‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4717 2-Thiazolamine, 4,5-dihydro- ‘H“‘H“‘H“‘H“,H
102.0 8.80 9.00 9.20 9.40 9.60
60.0 m/z 87.00 54.987%
5000
28.0 43.0
| \‘ - |
0‘wH‘WHMWMH_‘NMH‘_HW‘MWH‘WHH‘EHM‘HMH‘_H ‘H‘W‘H‘_“W‘H‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40 9.60

SFAMVTRO11224WMA.M Thu Jan 18 16:43:03 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
Quant Title : TRACE VOA SFAM1.0

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 12 Benzene, (2-methylpropyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.992 0.64 ug/L 68749 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 91
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 91
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 91
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 90
Abundance Scan 3095 (10.992 min): VV033651.D\data.ms (-3087) (| | m/z 91.00 100.00%
91.0
5000
134.1 N
65.0 T
43.0 11.00
N 117.0 .
O e et e e e m/z 92.00 55.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0
5000 — T
11.00
65.0 134.0 m/z 134.05 26.56%
0 \\‘H\\‘H\\‘\??“ﬁ)\\\i‘\H\‘\‘\H‘\\H‘HH‘\‘\H‘HH]‘_\]_\?\(‘)HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17038: Benzene, (2-methylpropyl)-
91.0
11.00
5000 m/z 65.00 14.82%
134.0
430 5.0
o 2o _us0
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17043: Benzene, (2-methylpropyl)-
91.0 11.00
m/z 43.00 10.79%
5000
43.0 65 0 134.0
o 270 1150
HMH‘_Hw‘HWHH‘HH_‘HMHW‘HWHH‘HHM‘H_HW‘HWH o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33

Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA.M
: TRACE VOA SFAM1.0

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 13 Benzene, (2-methyl-1-butenyl)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.622 0.54 ug/L 58138 1,4-Dichlorobenzene-d4 11.185
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91

5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90

Abundance Scan 3602 (12.622 min): VV033651.D\data.ms (-3594) (- m/z 131.00 100.00%
131.0
5000 N
910 1150 U /\ T
389 590 1,0 ‘ ‘M I 14‘7.0 12.50 13.00
Ol A58l L m/z 146.05  26.66%
miz--> 20 40 60 80 100 120 140 160
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91'0 (\ /\ T T m‘ T T [\\ [\\ T T
12.50 13.00
115.0 m/z 91.00  23.25%
39.0 65.0 m I 147.0
O\‘\‘\‘\ \“‘\ \‘\‘\ ‘ \‘} T \“‘ T \‘} T ‘W\ T \“ \‘1‘\ T ‘ \H\ T ‘ 1
miz--> 20 40 60 80 100 120 140 160
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
— —
12.50 13.00
5000 ITI/Z 114.95 20.22%
51.0 10 uso 147.0
0b— “““W“MM?QQ‘ J:“w“w“ww‘ I N
miz--> 20 40 60 80 100 120 140 160 /\/\M
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- — "5
131.0 12.50 13.00
m/z 129.00 12.30%
5000
91.0
115.0
39.0
63.0 ‘ 1z"7,0 M /\k
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00

SFAMVTRO11224WMA.M Thu Jan 18 16:43:05 2024
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011524\
Data File : VV@33651.D

Acqg On : 15 Jan 2024 18:33
Operator : SY/MD

Sample ¢ P1131-19

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO11224WMA .M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 1.082 1.1 ug/L 63615 1 5.532 300440 5.0
(DEL) Alkane: S... 1.185 3.4 ug/L 205088 1 5.532 300440 5.0
(DEL) Alkane: S... 1.590 1.5 ug/L 92509 1 5.532 300440 5.0
(DEL) Alkane: S 2.462 0.6 ug/L 36965 1 5.532 300440 5.0
(DEL) Alkane: S.. 2.510 1.2 ug/L 72301 1 5.532 300440 5.0
(DEL) Alkane: C... 3.654 0.8 ug/L 46859 1 5.532 300440 5.0
Butane, 1-chloro- 4.670 0.6 ug/L 38684 1 5.532 300440 5.0
unknown-01 5.127 0.9 ug/L 51954 1 5.532 300440 5.0
Cyclohexene, 3-... 7.088 1.0 ug/L 59390 1 5.532 300440 5.0
Thiophene, tetr... 9.194 0.6 ug/L 36475 2 8.783 334579 5.0
Benzene, (2-met... 10.992 0.6 ug/L 68749 3 11.185 538978 5.0
Benzene, (2-met... 12.622 0.5 ug/L 58138 3 11.185 538978 5.0
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