LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082423\
Data File : VV@31910.D

Acqg On : 24 Aug 2023 15:35
Operator : SY/MD

Sample : 04158-09

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 60 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\SFAMVTRO82323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: Vve31910.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.217 49 55 63 rBv2 5591 8233 1.77% 0.216%
2 1.278 69 74 82 rVB 26536 26837 5.78% 0.705%
3 1.359 93 99 108 rBV 9281 13108 2.82% 0.344%
4 1.536 147 154 170 rVB 33197 40740 8.78% 1.069%
5 2.063 309 318 329 rVB 58825 84196 18.14%  2.210%
6 2.452 431 439 451 rVB6 2820 5399 1.16% 0.142%
7 3.815 852 863 892 rBV2 47512 175343 37.78% 4.603%
8 4.256 984 1000 1027 rBvV2 54248 144651 31.16% 3.797%
9 4.963 1204 1220 1243 rBV3 130662 338161 72.86% 8.877%
106 5.539 1388 1399 1426 rBV 125045 264029 56.88% 6.931%
11 5.838 1480 1492 1504 rBV5S 6049 13502 2.91% 0.354%
12 5.995 1528 1541 1561 rBV 80140 172975 37.27% 4.541%
13 6.921 1818 1829 1847 rBV 35062 69394 14.95% 1.822%
14 7.182 1901 1910 1918 rBV6 2704 5046 1.09% 0.132%
15 7.249 1920 1931 1947 rVV 155149 281252 60.59% 7.383%
16 7.326 1947 1955 1976 rVB 16287 33990 7.32% 0.892%
17 7.564 2018 2029 2050 rBV2 20459 41723  8.99% 1.095%
18 8.034 2165 2175 2214 rBV 220546 464153 100.00% 12.185%
19 8.789 2399 2410 2430 rBV 188064 313911 67.63% 8.241%
20 9.349 2577 2584 2595 rBv2 4287 7618 1.64% 0.200%
21  9.509 2618 2634 2648 rBV6 7957 16738 3.61% 0.439%
22 10.159 2822 2836 2851 rBV 58822 94920 20.45% 2.492%
23 10.329 2879 2889 2896 rBv4 4390 6844 1.47% 0.180%
24 10.892 3049 3064 3087 rBV4 4497 15540 3.35% 0.408%
25 11.191 3145 3157 3183 rBV 215085 344760 74.28%  9.050%
26 11.503 3243 3254 3262 rBv4 7142 16544 3.56% 0.434%
27 11.564 3263 3273 3291 rVB 172501 280408 60.41% 7.361%
28 11.725 3315 3323 3334 rVB10 3662 6603 1.42% 0.173%
29 11.947 3382 3392 3407 rBV 65955 104443 22.50% 2.742%
30 12.204 3462 3472 3475 rBV3 3246 5307 1.14% 0.139%
31 12.593 3585 3593 3604 rBV3 13710 22520 4.85% 0.591%
32 12.712 3623 3630 3639 rBv7 4129 6138 1.32% 0.161%
33 12.841 3667 3670 3683 rVB7 3651 4737 1.02% 0.124%
34 13.583 3888 3901 3913 rBV3 30913 48342 10.42% 1.269%
35 13.715 3936 3942 3955 rvB3 9527 14292 3.08% 0.375%
36 13.992 4019 4028 4035 rBvV3 3081 4839 1.04% 0.127%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082423\
Data File : VV@31910.D

Acqg On : 24 Aug 2023 15:35
Operator : SY/MD

Sample : 04158-09

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 60 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\SFAMVTRO82323WMA.M
Title : TRACE VOA SFAM1.0
37 14.117 4056 4067 4081 rVV 40175 60904 13.12% 1.599%
38 15.953 4630 4638 4644 rBV9 4164 5957 1.28% 0.156%
39 15.985 4644 4648 4656 rVB6 4184 5290 1.14% 0.139%
40 16.213 4710 4719 4731 rBV2 14652 27093 5.84% 0.711%
41 16.426 4773 4785 4798 rBV 112919 186427 40.16%  4.894%
42 16.606 4834 4841 4848 rVB5 5445 8451 1.82% 0.222%
43 17.329 5058 5066 5074 rBV3 10397 18006 3.88% 0.473%
Sum of corrected areas: 3809364
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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_V\Data\VVve82423\

: VWe3191e.D

: 24 Aug 2023 15:35

: SY/MD

: 04158-09

: 25.0mL/MSVOA_V/WATER
. 60

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO82323WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

200000

150000

100000

50000

TIC: VV031910.D\data.ms

4.963 5.539

5.995

2.063

3815 4.256

5.838

0
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

200000

150000

100000

50000

TIC: VV031910.D\data.ms

8.034 11.191

8.789
11.564

7.249

11.947

10.159

6.921

326 7-564

0.349:509 10.329 10.892 11.5087 72

0
Time-->

8.00 8.50

T
9.00 9.50 10.00 10.50 11.00

\ = == N \
7.50 11.50 12.00

Abundance

200000

150000

100000

50000

TIC: VV031910.D\data.ms

16.426

13.583
12.5

93

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082423\
Data File : VV@31910.D

Acqg On : 24 Aug 2023 15:35
Operator : SY/MD

Sample : 04158-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO82323WMA.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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.947 1.51 ug/L 104443 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene,... 138 C8H7C1 061599-88-0 93
2 Benzene, (1-chloroethenyl)- 138 C8H7C1 000618-34-8 91
3 Benzene, (2-chloroethenyl)- 138 C8H7C1 000622-25-3 91
4 Benzene, (1-chloroethenyl)- 138 C8H7C1 000618-34-8 91
5 Benzene, (2-chloroethenyl)-, (Z)- 138 C8H7C1l 004604-28-8 91
Abundance Scan 3392 (11.947 min): VV031910.D\data.ms (-3382) (- m/z 103.10 100.00%
103.1
5000 138.1
77.1 ’
51.1
‘ 12.00
o 38 kL nz 13s.05  36.79%
miz--> 20 40 60 80 100 120 140
Abundance #20132: Bicyclo[4.2.0]octa-1,3,5-triene, 7-chloro-
103.0
138.0
5000
7.0 1200
51.0 m/z 77.16  30.26%
ol 270, \‘ | 1230 |
\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 100 120 140
Abundance #20122.Benzene,(l—chmroethenyn—
103.0
138.0 WLHNV
1200
m/z 51.10 21.42%
5000 51.0 77.0
0 H‘,‘m_mw“‘N‘H_Hw“lm_‘w!”
m/iz--> 20 40 60 80 100 120 140
Abundance #20123: Benzene, (2-chloroethenyl)- A g
103.0 12.00
138.0 m/z 102.10 12.81%
5000 51.0 77.0
m/z--> 20 40 60 80 100 120 140 12.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82423\

: VVe31910.D

: 24 Aug 2023 15:35

: SY/MD

: 04158-09

: 25.0mL/MSVOA_V/WATER

: 60  Sample Multiplier: 1

hod
le

ry

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO82323WMA.M

: TRACE VOA SFAM1.0

: 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 Cyclohexanemethanol, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.583 0.70 ug/L 48342  1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, 2-methyl- 128 C8H160 002105-40-0 50
2 2-Ethyl-1-pyrroline 97 C6H11N 1000422-81-4 49
3 1-Pyrroline, 3-ethyl- 97 C6H11IN 1000073-06-0 47
4 Aziridine, 1-(1-butenyl)-, (E)- 97 C6H11IN 080839-92-5 47

5 1-Methyl-3-piperidyl cyclopentyl... 317 C19H27NO3 1010289-59-7 38

Abundance Scan 3901 (13.583 min): VV031910.D\data.ms (-3888) (- 55.05 100.00%

550 97.1
5000
119.1

35, H “ 140.1 176.1 13 50
o TR TR | m/z 97.10  83.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14478: Cyclohexanemethanol, 2-methyl-
55.0
97.0 A
5000 AMHTHWV‘J\‘

13.50

31.0 69.05  55.60%
‘ ‘ 790 124.0
O\‘\‘ \\‘\M ‘H\\“\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160 180
Abundance #3357: 2-Ethyl-1-pyrroline
69.0
13.50
5000 41.0 97.0 ITI z 41.05 53.45%
:
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3359: 1-Pyrroline, 3-ethyl- T ‘
69.0 13.50
m/z 67.10 35.02%
5000 41.0 96.0
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082423\
Data File : VV@31910.D

Acqg On : 24 Aug 2023 15:35
Operator : SY/MD

Sample : 04158-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO82323WMA.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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.117 0.88 ug/L 60904 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 49
2 Benzenecarbodithioic acid, ethyl... 182 C9H1@S2 000936-63-0 47
3 Acetamide, N-cyclopropyl-2-metho... 205 C12H15NO2 1000305-01-6 47
4 Phenol, 2-(1-methylpropyl)- 150 C10H140 000089-72-5 47
5 2-(4-Methoxyphenyl)ethanol 152 C9H1202 000702-23-8 47
Abundance Scan 4067 (14.117 min): VV031910.D\data.ms (-4056) (- m/z 121.10 100.00%
121.1
5000
77.0 —— T
51.0 ‘ ‘ 1471 4821 14.00 14.50
0 ‘H""w"mM‘mw"J"‘MM‘HmW‘Mw“ewm m/z 115.10  39.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30187: Benzaldehyde dimethyl acetal
121.0
5000 L T 7
14.00 14.50
77.0 m/z 77.05 22.44%
g0 SO g
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57627: Benzenecarbodithioic acid, ethyl ester
121.0
’*\l”‘“‘ﬂvj r\‘ . ‘f’“”‘w‘v
14.00 14.50
5000 182.0 m/z 91.10 15.33%
77.0
27.0 51.0 154.0
o) S Y o RN [ N ' —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81369: Acetamide, N-cyclopropyl-2-methoxy-2-phenyl- L R R L
121.0 14.00 14.50
m/z 147.05 11.62%
5000
77.0
39.0 173.0
O 980 ta80 | 2050 L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082423\
Data File : VV@31910.D

Acqg On : 24 Aug 2023 15:35
Operator : SY/MD

Sample : 04158-09

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO82323WMA.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 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.426 2.70 ug/L 186427 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 96
2 Acenaphthene 154 C12H10 000083-32-9 95
3 Acenaphthene 154 C12H1e 000083-32-9 91
4 Acenaphthene 154 C12H1e 000083-32-9 81
5 Hexa-2,4-diyn-1-ylbenzene 154 C12H1e 000520-74-1 58
Abundance Scan 4785 (16.426 min): VV031910.D\data.ms (-4773) (- | m/z 153.05 100.00%
153.1
5000
76.1
——
16.50
39.0, ‘ . m :
bt w2 Ml 2070 2690 4; 154,10 91.95%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #31486: Acenaphthene
153.0
5000 U
76.0 16.50
m/z 152.05 48.39%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #31487: Acenaphthene
154.0
—=
16.50
5000 m/z 76.10 26.11%
76.0
39.0 ‘ 126.0
o""""u""‘p‘lH”“_mewHWWH_MW_ww_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #31488: Acenaphthene = /\‘ e
154.0 16.50
m/z 151.05 18.37%
5000
76.0
‘ 126.0
o‘m‘w_“wm‘“_m_mwwWm_m_m_Ww_m /\ S
m/z--> 20 40 60 80 100120140160180200220240260 16.50

SFAMVTRO82323WMA.M Fri Aug 25 17:50:20 2023 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082423\
Data File : VV@31910.D

Acqg On : 24 Aug 2023 15:35
Operator : SY/MD

Sample : 04158-09

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 60  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO82323WMA.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|
Bicyclo[4.2.0]o... 11.947 1.5 ug/L 104443 3 11.191 344760 5.0
Cyclohexanemeth... 13.583 0.7 ug/L 48342 3 11.191 344760 5.0
unknown-01 14.117 0.9 ug/L 60904 3 11.191 344760 5.0
Hexa-2,4-diyn-1... 16.426 2.7 ug/L 186427 3 11.191 344760 5.0
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