LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU062996.D

Acq On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 16 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_U\Method\SFAMUTRO10225WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@62996.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.341 3 16 43 rBV 287511 538117 10.09% 3.598%
2 1.708 122 130 148 rBV2 405336 510683 9.58% 3.414%
3 1.859 168 177 191 rVB 148857 192701 3.61% 1.288%
4 2.708 429 441 455 rVB2 54760 92101 1.73% 0.616%
5 2.936 465 512 550 rBV2 32215 213374 4.00% 1.427%
6 5.168 1191 1206 1224 rBV 56549 126187 2.37% 0.844%
7 5.865 1405 1423 1455 rVB3 145006 359809 6.75% 2.406%
8 6.296 1540 1557 1567 rBV3 48553 104881 1.97% 0.701%
9 6.357 1567 1576 1602 rVB 157163 298757 5.60% 1.997%
10 6.782 1696 1708 1729 rBV 85359 162089 3.04% 1.084%
11 7.245 1835 1852 1873 rBvV 30765 66355 1.24% 0.444%
12 7.624 1959 1970 1985 rBvV2 42732 73036 1.37% 0.488%
13 7.852 2026 2041 2059 rBvV2 45866 100275 1.88% 0.670%
14 7.946 2059 2070 2085 rVvV 159504 293284 5.50% 1.961%
15 8.669 2279 2295 2334 rBV 126927 283482 5.32% 1.895%
16 9.434 2522 2533 2562 rVB 195387 356511 6.68% 2.384%
17 9.704 2602 2617 2631 rBV 31746 56943 1.07% 0.381%
18 10.110 2728 2743 2767 rVB2 35920 99124 1.86% 0.663%
19 10.756 2933 2944 2955 rVB 70047 112572 2.11% 0.753%
20 11.466 3155 3165 3176 rBV 39737 62572 1.17% 0.418%
21 11.811 3259 3272 3288 rVB 213572 363442 6.81% 2.430%
22 11.891 3288 3297 3310 rBV 34397 56382 1.06% 0.377%
23 12.187 3376 3389 3405 rBV 175127 301316 5.65% 2.015%
24 13.016 3639 3647 3659 rVB 42343 69158 1.30% 0.462%
25 13.283 3714 3730 3746 rBV6 38932 91645 1.72% 0.613%
26 13.441 3759 3779 3792 rBV5 68598 151098 2.83% 1.010%
27 13.926 3919 3930 3952 rVB4 87083 184446 3.46% 1.233%
28 14.077 3968 3977 3994 rVB 63930 118871 2.23% 0.795%
29 14.408 4068 4080 4096 rBV 834490 1286007 24.11% 8.598%
30 14.717 4169 4176 4184 rBv4 39292 56058 1.05% 0.375%
31 14.814 4194 4206 4216 rBV6 94843 218713 4.10% 1.462%
32 15.003 4256 4265 4280 rBv4 30874 65068 1.22% 0.435%
33 15.097 4281 4294 4301 rBV6 28399 67818 1.27% 0.453%
34 15.212 4322 4330 4354 rVB 86111 174040 3.26% 1.164%
35 15.399 4376 4388 4400 rBV 129808 231709 4.34% 1.549%

36 15.473 4402 4411 4429 rVW 117581 232343  4.36% 1.553%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU062996.D

Acq On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS vial : 16 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_U\Method\SFAMUTRO10225WMA.M
Title : TRACE VOA SFAM1.0

37 15.707 4468 4484 4499 rVB 249808 430349 8.07% 2.877%
38 15.913 4539 4548 4565 rVB8 54573 124884  2.34% 0.835%
39 16.222 4632 4644 4677 rBV 3257797 5333353 100.00% 35.658%
40 16.396 4691 4698 4705 rBV 79048 109885 2.06% ©.735%

41 16.476 4715 4723 4747 rVB 564716 918859 17.23% 6.143%
42 16.756 4802 4810 4837 rVB4 57805 130830 2.45% 0.875%
43 16.965 4866 4875 4888 rVB 86605 137666  2.58% 0.920%

Sum of corrected areas: 14956793

SFAMUTRO10225WMA.M Mon Jan 27 14:49:08 2025 2



Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\Vvue12425\
: VU@62996.D

: 24 Jan 2025 16:27

: MD/SY

: Q1174-08

: 25mL/MSVOA_U/WATER

: 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: VU062996.D\data.ms

1.708

1.859 2.7082.936 5.168 5865 58887

.341

o

Time-->

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 6.60

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: VU062996.D\data.ms

7.946 9.434 11.811 121
782 7045 76247853 8.669 ) 9704 10110 10.756 11466 11.891

Time-->

I T 1T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

3000000

TIC: VU062996.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 2-Butanone, 3,3-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.245 1.11 ug/L 66355 1,4-Difluorobenzene 6.357

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 91
2 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 90
3 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 72

4 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 64
5 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 50

Abundance Scan 1852 (7.245 min): VU062996.D\data.ms (-1835) (-) m/z 57.00 100.00%

57.0
41.0
5000
100.0 A A ——
68.9 84.9 7.00 7.20 7.40 7.60
T N M m/z 41.00 53.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4398: 2-Butanone, 3,3-dimethyl-
57.0
41.0
5000 L R R R
29.0 7.00 7.20 7.40 7.60
100.0 %
15.0 m/z 42.95 40.63
- ‘ . 690 850
Ot T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57.0
\\\\‘\\\\‘\\\\‘A/\vﬁm\r\r
410 7.00 7.20 7.40 7.60
5000 m/z 100.00 22.06%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z--> /\
Abundance #4394: 2-Butanone, 3,3-d|methy|- T T T T T T T T T T
m/z 56.10 7.39%
L | ‘ i L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\\\\\\\\

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
11.891 0.78 ug/L 56382 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3297 (11.891 min): VU062996.D\data.ms (-3288) (- m/z 105.00 100.00%

105.0
5000 1201 /M /\
= r——Ls
475 510 77‘0 91.0 11.50 12.00
Obrrrerrrrrer S it el bWl myz 120,10 38.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
5000 120.0 T ‘/? T \/\\
11.50 12.00
m/z 77.00  13.42%

28.0 51.0 77.0 91.0
0\\%ﬁ\o\‘\\\‘!‘\\\\“‘\\\\H“\\\‘\4\."\\‘\\\m‘H\\“\H\‘\‘H\‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
ﬂ/'/\M f\/\ . . ‘

11 50 12 00
5000 m/z 91.00 11.76%

HHH‘HH‘HH‘HH‘HH\H\‘HH‘HH‘HH‘HH‘HHHH

g J\\A/\J\ M

Abundance #10719: Benzene, 1-ethyl-2-methyl- ‘
7(;

79.00 8.87%

A

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.016 0.95 ug/L 69158 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 CleH14 000488-23-3 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 CleH14 000527-53-7 94

Abundance Scan 3647 (13.016 min): VU062996.D\data.ms (-3639) (- m/z 119.00 100.00%
119.0
5000 134.0 A AJJ\
91.0 T
30.0 65.0 ‘ ‘ 13.00
Obrrprrrrprrr ettt e el m/z 134,00 38.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 /\ A\ — I
13.00
91.0 m/z 91.00 18.97%
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 M
E \/./\\A/\\ ‘ T ‘
134.0 13.00
5000 ' m/z 120.00 11.14%
\\‘\H\‘\H\‘\H\‘\\H‘HH‘H\\‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> [\ /\
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- AU
m/z 76.95 8.73%
\\‘\H\‘\H‘\‘\H\“‘\\H“\‘\H‘\‘\‘\\‘H\‘\“\H\“\H\‘\m\\‘H‘\‘\l\\\\‘\‘\‘\\‘\\ NMAM/\%M
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 11 Azulene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.077 1.64 ug/L 118871 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
3 Azulene 128 C10H8 000275-51-4 94
4 Naphthalene 128 C10H8 000091-20-3 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3977 (14.077 min): VU062996.D\data.ms (-3968) (- m/z 127.95 100.00%
128.0
5000
A ‘
O 2087 126,05 12.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 A /\‘m‘m A s /\‘ ¢
14.00
m/z 129.00 10.16%
510 750 1920
(O o o o 8 R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance /
128.0
/\\ T A“ \M‘\‘m\/\\/\‘“
14.00
5000 m/z 102.00 9.98%
\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
Abundance #13681: Azulene e
m/z 126.00 7.55%
\\\\\}\\“‘\\“{\“H\\HU“\\\\““\\\\‘\‘M\\‘\\\\\\\\\\\\\\\\ \m
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 12 Phenol, 2-(1-methylethyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.409 17.69 ug/L 1286010 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 94
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
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 4080 (14.408 min): VU062996.D\data.ms (-4068) (- = m/z 121.00 100.00%

121.0
5000
91.0
39.0 650‘ ‘ ‘ 173.9 207.1 1450
O e i plbe sl sl 2739 20710 /7 136,00 30.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000
14 50
77.0 m/z 102.95  23.10%
w0
o“W‘H‘M‘M‘m“_‘u‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
121.0
14 50
5000 m VA 91.00 22.81%

TTT TTrTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ LI TTTT
e L
Abundance #18904: Phenol, 2-(1-methylethyl)-

m/z 77.00 22.69%

1

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 13 1H-Indene, 1,3-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.717 0.77 ug/L 56058 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 94
2 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 90
3 (1-Methylbuta-1,3-dienyl)benzene 144 C11H12 054758-36-0 87
4 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 87
5 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 81
Abundance Scan 4176 (14.717 min): VU062996.D\data.ms (-4169) (- m/z 129.00 100.00%
129.0
5000
AL R\
770 14.50 15.00
509 14 1020”‘ [l 206.9 }
O‘H‘_“w“umwww‘wuw“u““_“w“u“u‘_“‘ m/z 144.00  58.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0
5000 J\ ‘ /\/\ [y
14.50 15.00
m/z 128.00  55.81%

39.0 63.0 102.0| M A
O’ e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
129.0 A
T ‘ T T ‘ T

14.50 15.00
5000 m/z 121.00 21.58%

m/z-->
Abundance #23567: (1-Methylbuta-1,3-dienyl)benzene ‘ I
m/z 126.95 17.87%
TTTT \\\\‘\\“}\‘H\‘\H}“\\\\‘\\\‘\‘\“\\“‘\‘\\\‘\\\\ TTTT TTTT n‘m\/\‘ A/\f\/f
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27

Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA.M
: TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 14 Phenol, 3-(1-methylethyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.814 3.01 ug/L 218713 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 89
2 p-Cumenol 136 C9H120 000099-89-8 76
3 p-Cumenol 136 C9H120 000099-89-8 76
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 76
5 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 70

Abundance Scan 4206 (14.814 min): VU062996.D\data.ms (-4194) (- = m/z 121.00 100.00%
121.0
5000
91.0 — ——=
390 650 ‘ | Ps.o 14.50 15.00
b ety i bl bl T mz 135,95 25.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18901: Phenol, 3-(1-methylethyl)-
121.0
5000 — —
14.50 15.00
77.0 m/z 90.95 21.91%
39.0 ‘ ‘ 103.0
0 Hw‘wHw“‘}w‘w“w“w“wM“‘ww}“‘w“w‘wmi‘mm‘mm‘H
m/z--> 20 40 60 80 100 120 140 160
Abundance
121.0
‘ T T ‘ T
14.50 15.00
5000 m/z 76.95 21.75%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z-->
Abundance #18801: p-Cumenol ‘ T
m/z 102.95 13.16%
L 1 [ “ ‘\‘ L \‘ L ﬁ
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 15 Benzene, 1,4-bis(1-methylet... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.003 0.90 ug/L 65068 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-bis(1-methylethenyl)- 158 C12H14 001605-18-1 91
2 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 89
3 Benzene, 1,4-bis(1-methylethenyl)- 158 C12H14 001605-18-1 81
4 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 76
5 1,2,3-Trimethylindene 158 C12H14 004773-83-5 68

Abundance Scan 4265 (15.003 min): VU062996.D\data.ms (-4256) (- | m/z 143.00 100.00%

Al

. 15.00
0 070 w/z 127.95  85.38%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34745: Benzene, 1,4-bis(1-methylethenyl)-
158.0 AVJKJX
‘ P B

5000

5000
15.00
128.0 m/z 158.10 56.53%
a0 770 1030 \ |
O ”“‘\‘“"\”1“‘\““\““\““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance J\ /\/\
143.0
15.00
5000 m/z 114.95 45.57%

‘ LI ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
miz—> M
Abundance #34741: Benzene, 1,4-bis(1-methylethenyl)- LI | ‘

m/z 141.00 34.90%

m/z-->

SFAMUTRO10225WMA.M Mon Jan 27 14:49:17 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 16 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
15.097 0.93 ug/L 67818 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 87
2 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 87
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 80
4 3-(4-Hydroxyphenyl)propanal 150 C9H1002 020238-83-9 43
5 Phenol, 2-butyl- 150 C1eH140 003180-09-4 41

Abundance Scan 4294 (15.097 min): VU062996.D\data.ms (-4281) (- m/z 107.00 100.00%
107.0
135.1
5000
77.0 ! ' T
39.0 15.00 15.50
ol bl 500 2069 ;
0 ol e el Bl S m/z 135.05 77 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27543: Phenol, 2-(1,1-dimethylethyl)-
107.0 1350
5000 NI
15.00 15.50
0y
39.0 770 m/z 120.90 36.67%
15.0 ‘ ‘
0H“‘_“‘wiH“:‘u‘“\“m“_MMm‘u‘l‘mu‘mwuu“m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0 135.0
T ‘ T T ‘
15.00 15.50
5000 m/z 91.00 30.60%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #27537: Phenol, 2-(1,1-dimethylethyl)- ‘ I
m/z 150.00 27.87%
\\\\‘\‘\‘\\“‘\\“\‘\“\“\\\“‘\\‘\“\‘\1\‘}“\\\!‘\\‘\\‘\\\\\\\\\\\\ j\/\ J\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 17 1,4-Methanonaphthalene, 1,4... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.212 2.39 ug/L 174040 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
2 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 94
3 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 94
4 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91
5 Benzocycloheptatriene 142 C1l1H1ie 000264-09-5 91

Abundance Scan 4330 (15.212 min): VU062996.D\data.ms (-4322) (- | m/z 142.00 100.00%

142.0
5000 115.0 ﬁ
—= e

62.9 go0 15.00 15.50

38.9 :
B P Y P 2969 y/z 146.95  84.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0

o

5000
115.0 15.00 15.50

m/z 115.00  38.55%

39.0 Gﬁ-o 89.0 ‘
NIRRT |

0‘HH‘HH‘uu‘w‘wu‘uw”\‘uu LR B e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
\\/\J\T‘\ I
15.00 15.50
5000 m/z 139.00 11.18%
L L B B B
m/z-->
Abundance #22143: Naphthalene, 2-methyl- mo fa ol
m/z 143.00 10.84%
\H\‘\\”\\““H“\”\‘\‘\‘H‘H\‘H\H\i\u\ LI L e }\]\/\ Ww
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 19 Phenol, p-tert-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.473 3.20 ug/L 232343  1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 87
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 87
Abundance Scan 4411 (15.473 min): VU062996.D\data.ms (-4402) (- | m/z 135.00 100.00%
135.0
5000 107.0 L
WIS
77.0
41.0 15.50
Ob e Ll ] 1580 2068 s 167,00 41.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 T
107.0 15.50
m/z 150.00  19.54%
mo me
O T P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
AA\ \/\\ T ‘ T
15.50
5000 m/z 76.95 12.51%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #27480: Phenol, m-tert-butyl- I
m/z 95.00 12.16%
TTT \‘\\\“‘\\‘\H\“\h\\\““\\“\“\‘\‘}\‘\‘\\\1‘\\‘\\‘\\\\ LI LI vj\‘/\\'v\\“‘\‘ L f\\
m/z-->

SFAMUTRO10225WMA.M Mon Jan 27 14:49:20 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 20 Propofol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.708 5.92 ug/L 430349 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propofol 178 C12H180 002078-54-8 96
2 Propofol 178 C12H180 002078-54-8 96
3 Propofol 178 C12H180 002078-54-8 95

4 Phenol, 2,5-bis(1-methylethyl)-

178 C12H180

035946-91-9 94

5 Propofol 178 C12H180 002078-54-8 91
Abundance Scan 4484 (15.707 min): VU062996.D\data.ms (-4468) (- m/z 163.10 100.00%
168.1
5000
15550 - 1600
41.0 ‘ . .
o‘“_“mw‘wﬁ?‘mh‘w‘ﬂﬂ‘hﬁw4ﬂ‘w‘uw“q“w%9§@ m/z 178.10  24.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52793: Propofol
163.0
5000 T /\‘ ]
15.50 16.00
910 1170 m/z 116.95 21.10%
41.0 ' ‘ ‘
LR I R S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163.0
T ‘ T T ‘ T
15.50 16.00
5000 m/z 91.00 17.75%
\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
Abundance #52791: Propofol
m/z 106.95 13.55%
H m Il m ‘ L1 \“ il ‘ ‘ M
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\ T ‘ T T T
m/z-->

SFAMUTRO10225WMA.M Mon Jan 27 14:49:21 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 22 Phenol, 2,4-bis(1-methyleth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.222 73.37 ug/L 5333350 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 95
2 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 95
3 Propofol 178 C12H180 002078-54-8 93
4 Propofol 178 C12H180 002078-54-8 91
5 Propofol 178 C12H180 002078-54-8 91
Abundance Scan 4644 (16.222 min): VU062996.D\data.ms (-4632) (- m/z 163.10 100.00%
168.1
- /tk
121.0 T 1
43.0 ‘ ‘ 16.00 16.50
| S—— “m‘w‘M‘M,‘mw‘!m‘_mz‘("‘?:? m/z 178.05  22.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0
5000 T
16.00 16 50
1210 m/z 121.0 18.05%
43.0 ’
ol1zo s Y e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163.0
™
16. 00 16 50
5000 m/z 91.0 12.72%
\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\
m/z-->
Abundance #52794: Propofol ‘
m/z 164.0 12.36%
P \H | L
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->

SFAMUTRO10225WMA.M Mon Jan 27 14:49:23 2025 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 23 Naphthalene, 2,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.395 1.51 ug/L 109885 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
Abundance Scan 4698 (16.396 min): VU062996.D\data.ms (-4691) (- m/z 156.00 100.00%
156.0
w MLAJ
115.0 — A
38.9 75.9 ‘ ‘ M ‘ 16.00 16.50
Obrer oo docbcb g Ml 3871 2800 ys 141,00 99.57%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000 = e
16.00 16.50
m/z 155.00  30.35%
76.0 115.0
L AR I | ———
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
141.0
A/\\f‘\/\l\\‘,\\ T ‘ T
16.00 16.50
5000 m/z 115.00 25.41%
\H‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #33150: Naphthalene, 2,3-dimethyl- ‘ ]
m/z 128.00  18.51%
P ‘ I \‘ i A/\J\N\\—\
\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\ ‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->

SFAMUTRO10225WMA.M Mon Jan 27 14:49:24 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 24 Phenol, 2,5-bis(1-methyleth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.476  12.64 ug/L 918859 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# 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 93
4 Propofol 178 C12H180 002078-54-8 91
5 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 90
Abundance Scan 4723 (16.476 min): VU062996.D\data.ms (-4715) (- m/z 163.10 100.00%
163.1
- /L
121.0 U
43.0 \gﬁo\ | \ ‘ 208.7 281.( 1650
0 ‘H‘w‘““wmh‘w‘_‘m“UH‘J“ul”‘“wu‘:m‘ A AALIEARAN RN AR e m/z 178.05 23.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52838: Phenol, 2,5-bis(1-methylethyl)-
163.0
5000 1
1210 16.50
.0 ' m/z 121.00  15.34%
43.0 ‘ ‘ ‘ ‘
0 ‘H“M‘H‘“M“m““‘M‘u“Uh‘;“iu‘!“;“‘wu‘lm‘ R aaaaaaL e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
163.0
T ‘ T
16.50
5000 m/z 91.00 12.37%
\H‘\H\‘\H\‘HH‘\\H‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #52792: Propofol I
m/z 164.10 12.08%
m Ll ‘ m L“ bl ‘\ L
\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘ H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->

SFAMUTRO10225WMA.M Mon Jan 27 14:49:25 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 25 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

16.756 1.80 ug/L 130830 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 97
2 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 93
3 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 93
4 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 93
5 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 91
Abundance Scan 4810 (16.756 min): VU062996.D\data.ms (-4802) (- m/z 177.05 100.00%

177.1

5000 41.0 135.0 220.1 JL

91.0 PVISWAN RUSTATS

ey H b bl )| TRl
o‘u‘HquWMﬁwWHMNWMWwhwwmwﬂpwuwu¢u‘wuu_%39r m/z 220.10  41.23%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #99035: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet

177.0
220.0 }\

5000 N an  w
135.0 16.50 17.00
91.0 m/z 135.00 37.86%
0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
177.0 220.0
T ‘ T T ‘ T
16.50 17.00
5000 m/z 40.95 35.49%
\H‘\H\‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z-->

Abundance #99034: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet ‘ ‘

m/z 149.00 34.14%

\‘ h‘\‘ H‘ H \‘H \“\\ \\“\ ‘ ‘ ‘ 0

m/z-->

SFAMUTRO10225WMA.M Mon Jan 27 14:49:26 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU@012425\
Data File : VU062996.D

Acqg On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA .M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 26 Phenol, 2,4,6-tris(1-methyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.965 1.89 ug/L 137666 1,4-Dichlorobenzene-d4 11.810
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 94
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 91
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 90
4 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 87
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 87
Abundance Scan 4875 (16.965 min): VU062996.D\data.ms (-4866) (- m/z 205.05 100.00%
205.1
5000
91.0 177.1 ‘17‘00‘
43.0 0 117.0 1450 177 ‘ :
0“‘M‘Hﬂhuu?npﬂﬂﬂupﬂ‘WMWMVWhHN‘wM‘M‘MA‘WM‘ m/z 220.10  19.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99248: Phenol, 2,4,6-tris(1-methylethyl)-
205.0
5000 /\ S
17.00
m/z 206.10  14.47%
#8060 910 1170 s0 O
R AAaT e B R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
205.0
T /\? ‘\ ‘ \{\ T
17.00
5000 m/z 177.05 9.96%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\
m/z-->
Abundance #99220: Butylated Hydroxytoluene A ‘/\‘ ey
m/z 91.00 9.24%
‘ L ‘

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU062996.D

Acq On : 24 Jan 2025 16:27
Operator : MD/SY

Sample : Ql174-08

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 16  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO10225WMA.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|
2-Butanone, 3,3... 7.245 1.1 ug/L 66355 1 6.357 298757 5.0
Benzene, 1,2,3-... 11.891 0.8 ug/L 56382 3 11.810 363442 5.0
Benzene, 1,2,4,... 13.016 0.9 ug/L 69158 3 11.810 363442 5.0
Azulene 14.077 1.6 ug/L 118871 3 11.810 363442 5.0
Phenol, 2-(1-me... 14.409 17.7 wug/L 1286010 3 11.810 363442 5.0
1H-Indene, 1,3-... 14.717 0.8 ug/L 56058 3 11.810 363442 5.0
Phenol, 3-(1-me... 14.814 3.0 ug/L 218713 3 11.810 363442 5.0
Benzene, 1,4-bi... 15.003 0.9 ug/L 65068 3 11.810 363442 5.0
Phenol, 2-(1,1-... 15.097 0.9 ug/L 67818 3 11.810 363442 5.0
1,4-Methanonaph... 15.212 2.4 ug/L 174040 3 11.810 363442 5.0
Phenol, p-tert-... 15.473 3.2 ug/L 232343 3 11.810 363442 5.0
Propofol 15.708 5.9 ug/L 430349 3 11.810 363442 5.0
Phenol, 2,4-bis... 16.222 73.4 ug/L 5333350 3 11.810 363442 5.0
Naphthalene, 2,... 16.395 1.5 ug/L 109885 3 11.810 363442 5.0
Phenol, 2,5-bis... 16.476 12.6 wug/L 918859 3 11.810 363442 5.0
2,5-Cyclohexadi... 16.756 1.8 ug/L 130830 3 11.810 363442 5.0
Phenol, 2,4,6-t... 16.965 1.9 ug/L 137666 3 11.810 363442 5.0
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