LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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\SFAMVTRO20625WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@38654.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.262 63 69 79 rBV2 455796 633526 3.66% 1.387%
2 1.326 80 89 101 rBV 301235 731399 4.22% 1.602%
3 2.050 306 314 335 rVB 267762 433147  2.50% ©.948%
4 3.104 627 642 657 rBV 124601 270179 1.56% 0.592%
5 3.828 850 867 923 rBV2 53096 307283 1.77% 0.673%
6 4.239 981 995 1028 rVB 152110 404701 2.34% 0.886%
7 4.947 1201 1215 1252 rBV2 375839 1030788 5.95% 2.257%
8 5.526 1385 1395 1420 rVVW 272750 599083  3.46% 1.312%
9 5.641 1420 1431 1466 rVB2 166329 394471 2.28% 0.864%
10 5.982 1524 1537 1567 rBV 205477 470624 2.72% 1.031%
11  6.497 1682 1697 1731 rBV 468936 1061732 6.13% 2.325%
12 6.908 1816 1825 1847 rBV 95473 201887 1.16% 0.442%
13 7.156 1891 1902 1917 rBV2 142377 324620 1.87% 0.711%
14 7.236 1917 1927 1938 rVV 463101 849080 4.90%  1.859%
15 7.307 1938 1949 1973 rVB2 242955 600685 3.47%  1.315%
16 7.493 1997 2007 2018 rBV2 107656 201102 1.16% 0.440%
17 7.783 2084 2097 2112 rBV 183450 346911 2.00% 0.760%
18 7.860 2112 2121 2151 rVB 82187 199575 1.15% 0.437%
19 8.021 2160 2171 2191 rBV 428732 871888 5.03% 1.909%
20 8.776 2385 2406 2442 rBV 463607 927040 5.35%  2.030%
21 10.146 2822 2832 2847 rBV 173561 276674 1.60% 0.606%
22 11.094 3118 3127 3136 rBV 129931 199088 1.15% 0.436%
23 11.178 3144 3153 3163 rBV 466841 711038 4.10% 1.557%
24 11.464 3232 3242 3261 rBV 1766378 3155469 18.21% 6.910%
25 11.551 3262 3269 3292 rVB 495719 924017 5.33% 2.023%
26 13.429 3844 3853 3874 rVB 928307 1501318 8.66%  3.288%
27 13.528 3876 3884 3897 rBvV2 228828 355580 2.05% 0.779%
28 13.618 3904 3912 3928 rVB 221944 382162 2.20% 0.837%
29 13.818 3963 3974 4004 rBV 2291730 3617338 20.87% 7.921%
30 14.223 4093 4100 4129 rVB4 83716 207483 1.20% 0.454%
31 14.496 4175 4185 4196 rBV 549586 863100 4.98%  1.890%
32 14.561 4197 4205 4215 rVB2 200746 329147 1.90% 0.721%
33 14.747 4254 4263 4273 rBV 111325 180477 1.04% 0.395%
34 14.866 4289 4300 4331 rBV 990412 1908540 11.01% 4.179%
35 15.091 4362 4370 4382 rVB 321730 485486 2.80% 1.063%

36 15.615 4520 4533 4566 rBV 10005492 17331682 100.00% 37.952%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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\SFAMVTRO20625WMA .M
Title : TRACE VOA SFAM1.0

37 15.866 4603 4611 4637 rVB 1255815 2026731 11.69% 4.438%
38 16.226 4714 4723 4736 rVB5 168600 351970 2.03% 0.771%

Sum of corrected areas: 45667021
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV038654.D\data.ms
1e+07

8000000
6000000
4000000

2000000

1§%s 2.050 3,104 3828 4239 4.947 5.58%41 5982 649

0\\\‘\\\\‘\\\\ L e e e R HH‘HH‘HH‘HH‘HH‘% T

Time--> 120140160180 200 220 240 260 280 300 320 340 360 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 TIC: VV038654.D\data.ms
1e+07

8000000
6000000
4000000

2000000 11.464

: 11,178 11.551
6.908 7.1%3@77.493 77885007 8/7(6 10.146 11.0

) T T I '
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV038654.D\data.ms
1e+07 15.615

8000000

6000000

4000000

13.818

2000000 15.866

13.429 14.866
31618 14.223 141'7@%%114.74 15.091 _16.226

0 T L e B B AL T 1 I L e — L——

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMVTRO20625WMA.M Tue Feb 18 ©9:57:12 2025 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 Sulfur dioxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.326 6.10 ug/L 731399  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 89 (1.326 min): VV038654.D\data.ms (-80) (-) m/z 64.00 100.00%

64.0
5000 ,JL
A
1.20 140 1.60
Ol 00 | 830 10821281147.0 1740 n/z 48.00 51.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #415: Sulfur dioxide
64.0
5000 L B s L
1.20 140 1.60
m/z 65.95 4.70%
32.0
| ! |
\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6974: Aminomethanesulfonic acid
64.0
A
1.20 140 1.60
5000 m/z 50.00 2.46%
17.0
LB eo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44547: L-Alanine, 3-sulfo- R R mE
64.0 1.20 140 1.60
m/z 49.00 0.43%
5000
44
16.0
‘ ‘ L ‘ 93.0 115.0 143.0 169.0
R e AR R R e e i S
miz--> 20 40 60 80 100 120 140 160 180 120 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 2-Methyl-3-(methylthio)-1-p... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.493 1.08 ug/L 201102  Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-3-(methylthio)-1-propene 102 C5H10S 052326-10-0 96
2 1,5-Pentanedithiol 136 C5H12S2 000928-98-3 38
3 1-(Methylthio)-2-butene 102 C5H1eS 032931-14-9 38
4 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 37
5 Methyl 2,2-dimethyl-3-hydroxypro... 132 C6H1203 014002-80-3 32

Abundance Scan 2007 (7.493 min): VV038654.D\data.ms (-1997) (-) m/z 102.10 100.00%
102.1
55.0
5000
AR RRRREE S
| ‘ ‘H ‘ 7.20 7.40 7.60 7.80
T “1 w‘ “\‘ ey “”\ “h L \2‘07\0\ L —— \28\2\ m/Z 55.05 57.6300
miz--> 50 100 150 200 250
Abundance #4916: 2-Methyl-3-(methylthio)-1-propene
102.0
55.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\
7.20 7.40 7.60 7.80
m/z 87.10 49.16%
T T H\ L‘ “H“\‘ T T . T ‘h T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #18367: 1,5-Pentanedithiol
102.0
AT et e
7.20 7.40 7.60 7.80
5000/ 410 m/z 39.00  38.38%
N7 136.0
: “\‘ \M il JQ L “h L — e e
miz—-> 50 100 150 200 250
Abundance #4897: 1-(Methylthio)-2-butene R AR EE TS
553.0 7.20 7.40 7.60 7.80
m/z 45.00 32.60%
5000 102.0 Vﬂﬂ\ﬂkuj\ijumwww
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 3-(2-Methylprop-1l-enylthio)... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.095 1.40 ug/L 199088 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(2-Methylprop-1-enylthio)-2-me... 142 C8H14S 1000122-39-8 95
2 1-Propene, 3,3'-thiobis[2-methyl- 142 C8H14S 023973-54-8 87
3 1-Propene, 3,3'-thiobis[2-methyl- 142 C8H14S 023973-54-8 78
4 1-Propene, 3,3'-thiobis[2-methyl- 142 C8H14S 023973-54-8 50
5 Tetrazole-5-thiole, 1-allyl- 142 C4H6N4S 007624-33-1 35
Abundance Scan 3127 (11.094 min): VV038654.D\data.ms (-3118) (- ' m/z 55.10 100.00%
58.1
39.0 86.0
142.1
71.0
5000 127.1
109.1 —4= ‘
Il (bl
— u“‘l‘;“‘l“‘w‘ u“““,“‘ bl bl m/z se.ee 79.37%
m/z--> 20 40 100 120 140
Abundance #22900: 3-(2- Methylprop 1-enylthio)-2-methylprop-1-ene
55.0 87.0 142.0
39.0
5000 el
109.0 m/z 87.05  75.53%
‘\\\\‘\‘\\‘\‘\‘\‘\“\“"\ “M \\’\}\\’M\\\
m/z--> 20 40 100 120 140
Abundance #22888: 1—Propene, 3,3'-thiobis[2-methyl-
55.0 87.0 142.0
N T
11.00
5000 71.0 m/z 39.00 73.13%
127.0
109.0
! ““ M“,‘w“,h“‘
m/z--> 20 40 60 80 100 120 140
Abundance #22887: 1-Propene, 3,3'-thiobis[2-methyl- == ‘
55.0 87.0 142.0 11.00
m/z 85.00 69.59%
29.0
5000
1090 70
m/z--> 20 40 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39

Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 Phenol, 2-(1-methylethyl)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.818 25.44 ug/L 3617340 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 94
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 93
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90

Abundance Scan 3974 (13.818 min): VV038654.D\data.ms (-3963) (- m/z 121.10 100.00%
121.1
5000 Jt
77.1 — —
39.0 13.50 14.00
Obrrr e b by R0 163220720 s 136,05 31.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000 — ——
13.50 14.00
77.0 m/z 103.05 21.15%
0, | [ L
\\\‘\\\\“\\‘\‘\“\‘\\\“\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0
A —
13.50 14.00
5000 m/z 77.10  20.50%
77.0
39.0 | ‘
\H‘H\\\“‘H‘\\‘H‘\\w‘HMHm“\m“\m‘\m‘\m,\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18904: Phenol, 2-(1-methylethyl)- AJ\‘ ‘ =T
121.0 13.50 14.00
m/z 91.10 19.96%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 13 Phenol, 3-(1-methylethyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.223 1.46 ug/L 207483 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 89
2 p-Cumenol 136 C9H120 000099-89-8 76
3 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 76
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 76
5 p-Cumenol 136 CS9H120 000099-89-8 76

Abundance Scan 4100 (14.223 min): VV038654.D\data.ms (-4093) (- m/z 121.10 100.00%
1211

5000

91.0 — —
39.0 650 ‘ ‘145.2 174.1 14.00 14.50
T \“i‘ T “”H“\ g “‘ \“‘\‘ \m\ T ‘M T ‘V i‘\ 1“‘1 4 T \h‘\ T \‘\-’ T m/Z 136.05 28.07%
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #18901: Phenol, 3-(1-methylethyl)-
121.0
5000 T —p—
14.00 14.50
77.0 m/z 91.05 22.99%
G I
n 1 \‘ L L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18804: p-Cumenol
121.0 L
— —
14.00 14.50
5000 m/z 77.00 19.14%
77.0 103.0
280 510 | o
A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18878: Phenol, 2-ethyl-5-methyl-
121.0 14.00 14.50

m/z 86.00 13.60%

5000
39.0 91.0
NN
il \ Waaa 1

m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.M
Quant Title : 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 14 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.496 6.07 ug/L 863100 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 96
2 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 91
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1@H140 000088-18-6 87
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 64
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 58

Abundance Scan 4185 (14.496 min): VV038654.D\data.ms (-4175) (- m/z 135.05 100.00%

107.1 135.1
5000 |
e
39.0 77‘-0 ‘ ‘ L581 14.50
el b L 19878 107 16 o4 05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)-
107.0 135.0
5000 LI
14.50
m/z 150.20 35.97%
39,0 | 77\'0 A ‘ |
| I 1L | |
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27537: Phenol, 2-(1,1-dimethylethyl)-
135.0
107.0 T
14.50
5000 m/z 91.10  27.78%
41.0 77.0
150\\‘\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #27543. Phenol, 2-(1,1-di

,1-dimethylethyl)-
107.0 41350 14.50
m/z 115.10 21.85%

5000
39.0 770
15 O \M \‘\M “\ “ \‘\ | ‘ ‘ ‘ - .

\
m/z--> 20 40 60 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 15 Naphthalene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.561 2.31 ug/L 329147 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91

Abundance Scan 4205 (14.561 min): VV038654.D\data.ms (-4197) (- m/z 142.05 100.00%

1421
5000
115.1
LN \
63.0 14.50
39.0 .
O‘uu“\\“\\““\‘\‘H\”\“\”\“u“uH“M\\‘,“\‘\‘\\‘\1\7\4\."1\\\\2‘9\7'\1\ m/z 141.05  88.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 — i
115.0 14.50
m/z 115.05  35.84%
‘\\\\‘\5\0‘\-0\“‘\7\1‘\.‘?‘\9\2\.\0‘\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
LN \
14.50
5000 m/z 121.10 14.19%
115.0
0,530, 80 | |
I Il e ALy ul il n
e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl- —
142.0 14.50
m/z 139.00 12.23%
5000 115.0
63.0
e A | )
mlz--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 16 Naphthalene, 1-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.747 1.27 ug/L 180477 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93

Abundance Scan 4263 (14.747 min): VV038654.D\data.ms (-4254) (- m/z 142.00 100.00%

142.0
5000
= =
63.0 1142 ‘ ) 14.50 15.00
g B2 L 1780 281 o 141,05 94.29%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 = =
14.50 15.00
l m/z 115.05 40.67%
63.0
’\\.\\“\\HH““\‘\“\H\‘\‘\‘\\‘1\’\]\‘}.‘0\\\\iHH‘H\\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
T —
14.50 15.00
5000 m/z 143.00 15.70%
63.0
LAY NS o
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl- = —
142.0 14.50 15.00
m/z 139.05 12.21%
5000

390 7.0 1130 |

m/z--> 20 40 60 80 100120140160 180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 17 Phenol, p-tert-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.866  13.42 ug/L 1908540 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 96
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 94
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 94
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 93

Abundance Scan 4300 (14.866 min): VV038654.D\data.ms (-4289) (- m/z 135.05 100.00%

135.1
5000 44ﬁk¥7
P =

411 95.1 ‘ 14.50 15.00
ol L L Lk | 11691 2070 2689 167 10 39.28%
miz--> 50 100 150 200 250
Abundance #27474: Phenol, p-tert-butyl-
135.0
5000 = ==
14.50 15.00

m/z 150.00  20.44%

41.0 95.0
P T N v !“
m/z--> 50 100 150 200 250
Abundance #27481: Phenol, p-tert-butyl- HAW‘M
135.0
T T

14.50 15.00
5000 m/z 95.10 13.10%
a0 gﬁo |
oy b b (N I
T N -
miz--> 50 100 150 200 250
Abundance #27479: Phenol, m-tert-butyl- ,¥jk&‘ o
135.0 14.50 15.00
m/z 77.10 11.16%
5000
410 950‘
miz—-> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 18 Propofol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.091 3.41 ug/L 485486  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propofol 178 C12H180 002078-54-8 97
2 Propofol 178 C12H180 002078-54-8 96
3 Propofol 178 C12H180 002078-54-8 95
4 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 95
5 Propofol 178 C12H180 002078-54-8 94
Abundance Scan 4370 (15.091 min): VV038654 D\data.ms (-4362) (-1 = m/z 163.20 100.00%
163.
5000 \JL
1171 — ‘
410 77.0 ‘ ‘ 15.00
stk Ll Wl L L 2080 2810 08 50 20.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52793: Propofol
168.0
5000 === ‘
15.00
117.0 m/z 117.05 20.83%
410 770 ‘ ‘
\H‘\‘\\\““\\‘\\’\‘\\‘\“‘\\H“\“\\‘\“\lh\‘\‘\H\’!H\"\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52792: Propofol
168.0
N \
15.00
5000 m/z 91.10 17.63%
117.0 ‘
770
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52794: Propofol — ‘
163.0 15.00
m/z 121.10  13.06%
5000
smo 90 1?\1 9 |
“,““,,““, e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 19 Phenol, 2,4-bis(1-methyleth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.615 121.88 ug/L 17331760 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 95
2 Propofol 178 C12H180 002078-54-8 94
3 Propofol 178 C12H180 002078-54-8 93
4 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 93
5 Propofol 178 C12H180 002078-54-8 90

Abundance Scan 4533 (15.615 min): VV038654.D\data.ms (-4520) (- m/z 163.15 100.00%

163.2
5000
T —
91.1 12‘1 A ‘ 15.50 16.00
0 "w‘Hw““nuw?‘?“m‘M‘h_:m_uH_‘WW‘QQQW m/z 178.20  22.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0
5000 — —
15.50 16.00
121.0 m/z 121.05 15.73%
43.0 ’
'\I \P\\\\‘\\\\‘\\9\“\9\1\9“1‘\\‘\“\\\‘\‘\\\\‘!\‘\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52792: Propofol
163.0
— —
15.50 16.00
5000 m/z 164.15  12.59%
117.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52794: Propofol —T =T
163.0 15.50 16.00
m/z 91.10 11.99%
5000
121.0
SN T woV I AP I S -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

SFAMVTRO20625WMA.M Tue Feb 18 ©9:57:31 2025 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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 20 Phenol, 2,5-bis(1-methyleth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.866  14.25 ug/L 2026730  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,5-bis(1-methylethyl)- 178 C12H180 035946-91-9 95
2 Propofol 178 C12H180 002078-54-8 94
3 Propofol 178 C12H180 002078-54-8 94
4 Propofol 178 C12H180 002078-54-8 93
5 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 91
Abundance Scan 4611 (15.866 min): VV038654 D\data.ms (-4603) (- | m/z 163.20 100.00%
163.
5000 J\\\ﬁL
— ——
43.1 91112‘11 | ‘ 15.50 16.00
et bl b L L 2070 2694 o178 00 22.04%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52838: Phenol, 2,5-bis(1-methylethyl)-
168.0
5000 — =
121.0 15.50 16.00
910 m/z 121.10  13.89%
43.0 ‘ ‘
\H‘H\\‘H\\‘\“\"\‘H\“’\\‘”\“U\\‘\W‘\‘!H\“\‘\“}‘\\‘!‘H\"\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52793: Propofol
163.0
— —
15.50 16.00
5000 m/z 164.20  12.56%
117.0
a0 770 | ‘
SR N W S B S—
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52792: Propofol — =T
163.0 15.50 16.00
m/z 91.10 11.80%
5000
117.0
m/z--> 20 40 60 80100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38654.D

Acqg On : 07 Feb 2025 18:39
Operator : SY/MD

Sample : Q1334-13

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20625WMA.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|
Sulfur dioxide 1.326 6.1 ug/L 731399 1 5.529 599083 5.0
2-Methyl-3-(met... 7.493 1.1 ug/L 201102 2 8.776 927040 5.0
3-(2-Methylprop... 11.095 1.4 wug/L 1990688 3 11.178 711038 5.0
Phenol, 2-(1-me... 13.818 25.4 ug/L 3617340 3 11.178 711038 5.0
Phenol, 3-(1-me... 14.223 1.5 ug/L 207483 3 11.178 711038 5.0
Phenol, 2-(1,1-... 14.496 6.1 ug/L 863100 3 11.178 711038 5.0
Naphthalene, 2-... 14.561 2.3 wug/L 329147 3 11.178 711038 5.0
Naphthalene, 1-... 14.747 1.3 ug/L 180477 3 11.178 711038 5.0
Phenol, p-tert-... 14.866 13.4 ug/L 1908540 3 11.178 711038 5.0
Propofol 15.091 3.4 ug/L 485486 3 11.178 711038 5.0
Phenol, 2,4-bis... 15.615 121.9 ug/L 17331700 3 11.178 711038 5.0
Phenol, 2,5-bis... 15.866 14.3 ug/L 2026730 3 11.178 711038 5.0
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