LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 17 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@62997.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.612 91 100 115 rBV2 424476 520208 8.11% 3.439%
2 1.756 136 145 159 rVB 156137 197666 3.08% 1.307%
3 2.595 396 406 424 rVB 60145 99344 1.55% 0.657%
4 2.779 429 463 466 rBV2 32434 110365 1.72% 0.730%
5 4.763 1048 1080 1091 rBV3 25748 114775 1.79% ©.759%
6 5.123 1178 1192 1215 rVB 68454 153771 2.40% 1.016%
7 5.766 1374 1392 1416 rBV2 140349 350071 5.46% 2.314%
8 6.216 1514 1532 1542 rBv4 54139 118557 1.85% 0.784%
9 6.280 1542 1552 1580 rVB 154851 296203 4.62% 1.958%
106 6.717 1675 1688 1705 rBV2 83074 160618 2.50% 1.062%
11 7.190 1820 1835 1854 rBV 32566 66674 1.04% 0.441%
12 7.579 1942 1956 1977 rBV 42699 74386 1.16% 0.492%
13 7.811 2013 2028 2047 rBV 46606 102732 1.60% 0.679%
14  7.907 2047 2058 2073 rVW 161268 292772  4.56%  1.935%
15 8.643 2271 2287 2327 rBV 134035 290131 4.52%  1.918%
16 9.415 2516 2527 2552 rBV 193527 343892 5.36% 2.273%
17 10.097 2723 2739 2748 rBV3 36286 81364 1.27% ©.538%
18 10.749 2931 2942 2955 rVB 68422 112129 1.75% 0.741%
19 11.460 3152 3163 3175 rBV 40486 68843 1.07% 0.455%
20 11.804 3257 3270 3287 rVB 209650 349137 5.44%  2.308%
21 12.183 3375 3388 3407 rVB 176230 302949 4.72%  2.003%
22 13.016 3638 3647 3657 rVB2 43930 71144 1.11% 0.470%
23 13.280 3719 3729 3755 rVB4 33833 79331 1.24% 0.524%
24 13.437 3756 3778 3792 rBV4 71671 158211 2.47% 1.046%
25 13.929 3918 3931 3950 rVB3 51827 114747 1.79% 0.759%
26 14.077 3967 3977 3995 rVB 72670 133536 2.08% 0.883%
27 14.408 4069 4080 4094 rBV 556579 850712 13.26% 5.623%
28 14.717 4168 4176 4194 rVB4 39826 66422 1.04% 0.439%
29 14.814 4195 4206 4216 rBV7 67937 155850 2.43% 1.030%
30 15.003 4254 4265 4278 rBV4 31012 70495 1.10% 0.466%
31 15.097 4278 4294 4302 rBV7 33943 82052 1.28% 0.542%
32 15.209 4321 4329 4339 rVB 74254 109924 1.71% 0.727%
33 15.396 4376 4387 4401 rBV 147694 258621 4.03% 1.710%
34 15.473 4402 4411 4429 rW 90185 182731 2.85% 1.208%
35 15.707 4468 4484 4498 rVB 286970 493559 7.69% 3.263%

36 15.913 4540 4548 4564 rVB6 56819 121470 1.89% ©.803%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 17 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\SFAMUTR010225WMA.M
Title : TRACE VOA SFAM1.0

37 16.222 4633 4644 4678 rBV 3930080 6416486 100.00% 42.415%
38 16.395 4691 4698 4705 rBV 83461 119526 1.86% ©.790%
39 16.479 4715 4724 4748 rVB 698719 1141829 17.80% 7.548%
40 16.756 4802 4810 4831 rVB7 52479 122762 1.91% 0.811%

41 16.965 4866 4875 4885 rVB 112747 171823 2.68% 1.136%

Sum of corrected areas: 15127818
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe12425\

: VU@62997.D

: 24 Jan 2025 16:52

: MD/SY

: Q1174-09

: 25mL/MSVOA_U/WATER

: 17  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

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: VU062997.D\data.ms

1.612
1.756 2595 779 4763 5123 5.766 66280 6.7

Time-->

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\m\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\r‘\\\V’T\T\\‘\\\‘!"T‘!_Y_Y‘\\\\‘\\\\‘\\\

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: VU062997.D\data.ms

0
Time-->

907 8.643 9.415 11.804 121
7.190 7.5‘79‘7. /\l/iA A 10.097 10.749 ‘1‘1.460‘ A A

— A T —T — T — T S T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: VU062997.D\data.ms
16.p22

14.408

15.707
13.01613.288.437 13.920077 913 : 16.7566-965

Time-->

14735 mb520P3%Wr3 || 15
1 T T T T T T o 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_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 2,2-Dimethylthiirane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.216 2.00 ug/L 118557 1,4-Difluorobenzene 6.280

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylthiirane 88 C4H8S 003772-13-2 93
2 Sulfide, allyl methyl 88 C4H8S 010152-76-8 50
3 Sulfide, allyl methyl 88 C4H8S 010152-76-8 46
4 Thietane, 2-methyl- 88 C4H8S 017837-41-1 43
5 Propane, 1l-ethoxy- 88 C5H120 000628-32-0 35

Abundance Scan 1532 (6.216 min): VU062997.D\data.ms (-1514) (-) m/z 43.00 100.00%

43.0 88.0
55.1
5000
72.9

M | ‘ | 5.80 6.00 6.20 6.40 6.60
“_""H",H‘Wl\ﬂMW‘HwM“HgV‘H,“‘w““ m/z 88.00 89.53%

m/z--> 10 20 30 40 60 70 80 90
Abundance #2335:22—Dwneﬁwhmwane
55.0 88.0

5000 REEE S S eaaa
39.0 130 5.80 6.00 6.20 6.40 6.60

‘ m/z 41.00 87.45%

o]
\\‘q‘\s\o\‘\\\\’\\\}}‘\\!M‘i‘\‘\‘\‘\\\\’\\\\’\\\‘\\\\
m/z--> 10 20 30 80 90
Abundance
88.0
73.0

5.80 6.00 6.20 6.40 6.60

m/z 55.10 73.08%
5000 410
61.0
150 27.0 51.0
et R
mfz--> 10 20 30 40 50 60 70 80 90
Abundance #2337: Sulfide, allyl methyl ‘H““‘H““W““‘H
450 a0 88.0 5.80 6.00 6.20 6.40 6.60
: 3 m/z 39.08 70.51%
5000
610
270
15 0 1 | 1
H“‘H“‘H,“w‘\“““‘_“uw“‘,u‘ frr R R
mfz--> 10 20 40 50 70 80 90 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 2-Butanone, 3,3-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.190 1.13 ug/L 66674 1,4-Difluorobenzene 6.280

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 90
2 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 72
3 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 64
4 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 50
5 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 45

Abundance Scan 1835 (7.190 min): VU062997.D\data.ms (-1820) (-) m/z 56.95 100.00%

57.0
41.0
5000
100.0

6.80 7.00 7.20 7.40 7.60
Il . e9.9 849 ;
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ m Z 41 ee 52 47

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4397: 2-Butanone, 3,3-dimethyl-

57.0

41.0

5000 29.0 VAL Y T
' 6.80 7.00 7.20 7.40 7.60

ITI

z 42.95 39.95%

100.0
\\‘]\-l\:)‘\.(\)‘\\\‘\‘\\\\"{\\\‘\\‘1}‘\\Gi\g‘.c\)\\\‘??\'O\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57.0

6.80 7.00 7.20 7.40 7.60

41.0
5000 ITI/Z 100.00 22.85%
29.0
100.0
15.0 85.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 /\
Abundance #4358: 3-Pentanone, 2-methyl- R RRRRE R
57.0 6.80 7.00 7.20 7.40 7.60
43.0 m/z 39.00 18.84%
5000 29.0
71.0 100.0
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@12425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52

Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

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 5 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.016 1.02 ug/L 71144  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 p-Cymene 134 C1eH14 000099-87-6 95
4 o-Cymene 134 C1eH14 000527-84-4 95

5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
Abundance Scan 3647 (13.016 min): VU062997.D\data.ms (-3638) (- | m/z 119.00 100.00%
119.0
- 1380 ﬂ /\/\ /J\
oo TR
o 090 ] L ' ;
rrprrrrre e e e e e m/z 134.00  36.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 A
5000 4\ o \
13.00
m/z 90.95 17.12%
91.0
\\‘]-\?\.\()‘H\‘\‘H\?’\?"‘\()\H“\‘H\’6\?\.3\\\‘\“\\\\"\\H‘\‘\‘\\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 M/A
e
13.00
5000 134.0 m/z 120.00  11.32%
39.0 90
15.0 : 65.0
T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A A A
Abundance #16995: p-Cymene [ ‘A‘ I 0L,
119.0 13.00
m/z 76.90 9.89%
5000
91.0 134.0
41.0 65.0 ‘ ﬂ\
\w\uwuM?uHMu\ﬁuwm\WHMWHHNM\NMWHWJHHMHHM\ [ ‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 Phenol, 2,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.929 1.64 ug/L 114747 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 95
2 Phenol, 2,3-dimethyl- 122 C8H1e0 000526-75-0 94
3 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 94
4 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 93
5 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 93
Abundance Scan 3931 (13.929 min): VU062997.D\data.ms (-3918) (- | m/z 106.95 100.00%
107.0
5000
77.0
131.0 = L
o ‘ ‘ . 147.0 14.00
\\\’\\\\‘i‘\\“U‘\“‘\‘“\\H“‘\\‘ Uh\“‘\”l\\'“\ | ”\‘\”\.\\ m/Z 122.00 86.44%
m/z--> 20 40 60 80 100 120 140
Abundance #11323: Phenol, 2,3-dimethyl-
107.0
5000 ]L
77.0 14.00
m/z 121.05 43.74%
270 7 | 1%3'0
\\\’\\\\‘\\H‘ i‘\‘\\\‘\\\H\“\‘l\\“\\\\‘\\\\
miz-> 20 40 60 100 120 140
Abundance
107.0
——
14.00
5000 m/z 77.00 36.24%
77.0
39.0
18.0 55.0 123.0
e I B B
miz--> 20 40 60 80 100 120 140
Abundance #11330: Phenol, 2,4-dimethyl- ==
107.0 14.00
m/z 90.95 24.80%
5000
77.0
51.0
I s A .
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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

Peak Number 9 Azulene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.077 1.91 ug/L 133536 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3977 (14.077 min): VU062997.D\data.ms (-3967) (- | m/z 127.95 100.00%
128.0
5000 /\K
102.0 14.00 ‘
H\‘HH‘HH‘HH“HH“FHH‘M\\‘\MM\‘H\‘\‘H\H‘HH‘HH‘HE‘HH‘ m/z 126.95 14.0900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13684: Naphthalene
128.0
5000 /\AA Pty
14.00
02.0 m/z 102.00 11.68%
5.0 740 __ 102
H\‘\H\‘\\zgl‘o\\\\“HHUHHHH\\‘\“M‘HH"HH“!H\‘HH‘H\‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
128.0
R ‘
14.00
5000 m/z 129.00 10.74%
51.0 750 102.0
T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J
Abundance #13681: Azulene A‘“‘ ﬁ“‘ e A
128.0 14.00
m/z 126.00 7.10%
5000
51.0 102.0
75.0
VYR LI I O N I U |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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@ Phenol, 2-(1-methylethyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.408 12.18 ug/L 850712 1,4-Dichlorobenzene-d4 11.804
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 91
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 91
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90
Abundance Scan 4080 (14.408 min): VU062997.D\data.ms (-4069) (- | m/z 121.00 100.00%
121.0
5000 }\R
77.0
39.0 ‘ 1450
bt B 1789 2070y 7 136,00 30.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000
1450
77.0 m/z 102.9 23.38%
a0 L
\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
121.0
1450
5000 m/z 77.00 22.74%
77.0
150 390
T e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0 1450
m/z 90.95 22.26%
5000
77.0
39.0 ‘ |
Ll
B E o B i AR
m/z--> 20 40 60 80 100 120 140 160 180 200 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 1H-Indene, 2,3-dimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.717 0.95 ug/L 66422 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 93
2 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 93
3 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 90
4 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 87
5 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 83
Abundance Scan 4176 (14.717 min): VU062997.D\data.ms (-4168) (- | m/z 129.00 100.00%
129.0
144.0
5000
AL IWAYVSS
51.0 710 102.1 ‘ 14.50 15.00
o359 g BT Ll w2 144.00  57.51%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #23556: 1H-Indene, 2,3-dimethyl-
129.0
J\\ JACIVAN
5000 e e R
144.0 1450 15.00
m/z 128.00 57.12%
300 630 730 1020 M |
| | ! L ! L | LI
\‘\\H‘\H\‘\\H‘\\H‘\\H‘\\H‘\\\\‘\\\\‘\H\‘HH’HH‘HH’HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
129.0
e
144.0 14.50 15.00
5000 m/z 127.00 20.37%
39.0 630 7389 1020
T e T T e T e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 /M P\ Aﬁ
Abundance #23554: 1H-Indene, 4,7-dimethyl- uwl, /\‘u — ‘f\‘ ;
129.0 14.50 15.00
144.0 m/z 115.00 17.74%
5000
3%0 ! 6%0 8%0 110@ “ \M /quAWMMJ\/Vk\
T T T T e T T e e — L —
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 (1-Methylpenta-1,3-dienyl)b... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.003 1.01 ug/L 70495  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 90
2 1,2,3-Trimethylindene 158 C12H14 004773-83-5 81
3 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 76
4 1,2,3-Trimethylindene 158 C12H14 004773-83-5 76
5 Benzene, 1,3,5-trimethyl-2-(1,2-... 158 C12H14 029555-07-5 58

Abundance Scan 4265 (15.003 min): VU062997.D\data.ms (-4254) (- | m/z 143.00 100.00%
1

RN

15.00
m/z 128.00  75.21%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #34733: (1-Methylpenta-1,3-dienyl)benzene
143.0
5000 L
15.00
39.0 770 1150 m/z 157.95  49.03%
’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
143.0 /\ ﬂ /\
T T T T ‘ T T \m T ‘
15.00
5000 ITI/Z 115.00 36.17%
115.0
270 510 77.0
R B B AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34720: 1H-Indene, 1,1,3-trimethyl- wMNYN4V¥\‘ ‘ ‘
143.0 15.00

m/z 140.95 32.33%

5000

115.0
270 510 770 LA

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 19

R.T. EstConc Area Relative to ISTD R.T.
15.097 1.18 ug/L 82052  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 86
2 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 86
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1@H140 000088-18-6 86
4 4-Hydroxy-2-methylacetophenone 150 C9H1002 000875-59-2 55
5 4-Hydroxy-3-methylacetophenone 150 CSH1e02 000876-02-8 50

Abundance Scan 4294 (15.097 min): VU062997.D\data.ms (-4278) (- | m/z 106.95 100.00%
107.0
135.0
5000
390 77.0 ‘ l MOO ] 0
. 15. 15.5
59.0
S ‘““wN‘U‘M\”m“‘, oyl ) e ‘ 2088 m/z 135.00 79.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27543: Phenol, 2-(1,1-dimethylethyl)-
107.0 1350
5000 : ‘ka -
15.00 15.50
39.0 710 m/z 91.00  29.27%
15.0 M
\\\\‘\\\\‘\\“H‘\“\“\\\’\\\\‘\1\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
107.0 1350
—— —
15.00 15.50
5000 m/z 121.00 28.28%
77.0
15.0 39.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27537: Phenol, 2-(1,1-dimethylethyl)- 7 5
135.0 15.00 15.50
107.0 m/z 149.95  27.10%
5000
410 40, jL
X TP I ' I O O —dln
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 7
R.T. EstConc Area Relative to ISTD R.T.
15.473 2.62 ug/L 182731 1,4-Dichlorobenzene-d4 11.804
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 95
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90
Abundance Scan 4411 (15.473 min): VU062997.D\data.ms (-4402) (- | m/z 134.95 100.00%
134.9
5000 107.0 IR
e
41.0 77.0 h 15.50
asee Ll ) BS80 ) te7.00  39.64%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27474: Phenol, p-tert-butyl-
135.0
5000 LN
107.0 15.50
41.0 m/z 149.95 19.67%
\]-\\(‘)\‘\\\“‘\\\\‘\\\‘\\‘\‘\‘\\\\‘\\\1‘\\“\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance
135.0 ﬁﬂﬁ
o —
15.50
5000 m/z 94.95 13.67%
107.0
15.0 41.0 590 77.0
L i L e e B
m/z--> 20 40 60 80 100 120 140 160
Abundance #27473: Phenol, m-tert-butyl-
135.0 15.50
m/z 77.00 10.57%
5000
107.0
““““w““‘ \\\‘\\ML‘\l\\‘\\\\‘\\H\‘\\\\ —
m/z--> 60 80 100 120 140 160 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU@12425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52

Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 18 Propofol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.707 7.07 ug/L 493559  1,4-Dichlorobenzene-d4 11.804
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 96

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

178 C12H180

035946-91-9 94

5 Propofol 178 C12H180 002078-54-8 90
Abundance Scan 4484 (15.707 min): VU062997.D\data.ms (-4468) (- | m/z 163.10 100.00%
163.1
5000 j\
91.0 117.0 R e
410 650, | ‘ 15.50 16.00
SIS o U M“HW‘!‘&‘V‘_P ‘lmw?‘?’?:? m/z 178.10  24.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52791: Propofol
163.0
5000 T T T jt T T T
15.50 16.00
410 91.0 1170 ‘ m/z 116.95 21.75%
65.0
\\\‘\”\\““\\‘\‘\“\“\\H“\\‘\\“\H\\‘\“‘\}\\‘]-\.\0\\‘!\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163.0
P P
15.50 16.00
5000 ITI/Z 91.00 19.10%
iio 91.0 117.0
15.0 " 650 141.0
R i T B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52792: Propofol A =
163.0 15.50 16.00
m/z 164.10 13.81%
5000
QL 117.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 1H-Indene, 1,1,3-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.913 1.74 ug/L 121470 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1,1,3-trimethyl- 158 C12H14 002177-45-9 89
2 1,2,3-Trimethylindene 158 C12H14 004773-83-5 70
3 1,2,3-Trimethylindene 158 C12H14 004773-83-5 70
4 (1-Methylpenta-2,4-dienyl)benzene 158 C12H14 1000210-01-1 55
5 Benzene, 1,4-bis(1-methylethenyl)- 158 C12H14 001605-18-1 50
Abundance Scan 4548 (15.913 min): VU062997.D\data.ms (-4540) (- | m/z 143.00 100.00%
148.0
5000
769 115
——
39.0 ‘ 16.00
190.8 268.¢
T \““h\ \“}”\‘I‘H!‘ \‘hwmw‘”“ it im\ ““1“\‘\ MH\ \“\ }“‘ \‘ T T T AEARARERRRRRRREE T m/Z 121.00 92. 2900
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #34720: 1H-Indene, 1,1,3-trimethyl-
143.0
5000 T
16.00
115 m/z 128.00  79.37%
‘\\3\\9‘.9‘\\“}‘\7\7\“.‘(\)\‘\\“\HL‘\U\\“h!\H“‘H\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
143.0
P
16.00
5000 m/z 144.95 68.21%
115.0
39.0 77.0
R ARARE A R
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 JXAA
Abundance #34707: 1,2,3-Trimethylindene ) RNVAY
143.0 16.00
m/z 158.00 59.77%
5000
115. N\
51.0 | [ o
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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, 2,4-bis(1-methyleth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.222 91.89 ug/L 6416490 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# 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 94
4 Propofol 178 C12H180 002078-54-8 93
5 Propofol 178 C12H180 002078-54-8 90
Abundance Scan 4644 (16.222 min): VU062997.D\data.ms (-4633) (1 m/z 163.85 100.00%
168.1
w L
121.0 T U
430 o5 | ‘ Jﬂ 16.00 16.50
0 ‘H‘H‘w“‘uuu‘w“_H‘MJu_‘H_MHJH‘E?-QZ‘Q?‘-? m/z 178.05  22.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0
5000 —r— L
16.00 16.50
m/z 121.00  18.23%
43.0 121.0
\\\.‘\\\\“‘\\\\6‘5\\(\)‘\“\9\1‘\(\)“\‘\\‘\“\\\‘\‘\\\\‘!\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163.0
e 5
16.00 16.50
5000 m/z 90.95 12.79%
121.0
180 0 650 910
A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52792: Propofol —— T
163.0 16.00 16.50
m/z 164.05 12.26%
5000
117.0 ‘
o woeso T lamo | L
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 21 Naphthalene, 2,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.395 1.71 ug/L 119526 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 4698 (16.395 min): VU062997.D\data.ms (-4691) (- | m/z 156.00 100.00%
156.0
- ML
115.0
1600 1650
38.9 “
i ML P M‘ 2078 2800 n/7 141.00  92.33%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 A e
16.00 16.50
m m/z 155.00  29.22%
76.0
T \‘\39‘0‘““‘“‘”‘ ‘]‘_‘19(\)“‘\ \“ L B s s B B
miz--> 50 100 150 200 250
Abundance
156.0
A =
16.00 16.50
5000 m/z 115.00 22.65%
39.0 76.0 1150
— T
miz--> 50 100 150 200 250
Abundance #33159: Naphthalene, 1,3-dimethyl-
156.0 1600 1650
m/z 127.95 20.04%
5000
115.0
39.0 76.0 ‘ ‘
PR O T PRIV S N
m/z--> 50 100 150 200 250 1600 1650
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 22 Phenol, 2,5-bis(1-methyleth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.479  16.35 ug/L 1141830 1,4-Dichlorobenzene-d4 11.804
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 94
5 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 90
Abundance Scan 4724 (16.479 min): VU062997.D\data.ms (-4715) (- | m/z 163.05 100.00%
163.1
w L
91.0 121.0 R
90650 1% T 1| ome o
RNt N TR PR LT S TSR B M et m/z 178.10  22.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52838: Phenol, 2,5-bis(1-methylethyl)-
163.0
5000 1
121.0 1050
910 m/z 121.00  15.21%
43.0 65.0 ‘ ‘ ‘
\\\‘\\\\‘H\\‘\‘\‘\\\\‘\\U\“\‘\\‘\“i‘\‘l”\“\‘\‘h‘\\‘!\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163.0
e
16.50
5000 m/z 91.00 12.29%
iio 91.0 117.0
15.0 - 650 141.0
A A B e A ARERAEES R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52792: Propofol —
163.0 16.50
m/z 164.05  12.24%
5000
117.0
40 50, A
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 23 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.756 1.76 ug/L 122762 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 91
2 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 87
3 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 86
4 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 83
5 2H-1-benzopyran-6-ol, 3,4-dihydr... 220 C14H2002 1000396-25-4 50

Abundance Scan 4810 (16.756 min): VU062997.D\data.ms (-4802) (- | m/z 177.10 100.00%

177.1
5000] 41.0 135.0 220.1

16.50 17.00
m/z 220.10  44.12%

280.¢

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99034: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet

770 5300

5000 41.0
135.0 16.50 17.00

‘ 95 0 .
’\‘\‘H“H‘\‘M\‘\“\‘\\H“\\‘\‘\‘\“\”H“““\H‘\H‘MHM‘\H“Hl\‘HH“\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
177.0 220.0

16.50 17.00
41.0 m/z 135.00 41.40%
5000 135.0
91.0
T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99031: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet C =
177.0 16.50 17.00
220.0 m/z 148.95 40.087%
41.0
5000
135.0
b L]
»\H‘;u‘Mwum‘MMwmmwm\_‘!WJWWWH VANV I T
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 24 Butylated Hydroxytoluene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.965 2.46 ug/L 171823 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 95
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 87
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 87
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 86
5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 76
Abundance Scan 4875 (16.965 min): VU062997.D\data.ms (-4866) (- | m/z 205.10 100.00%
205.1
5000
17.00
43.0 91.0 1210 163 .
m_m,‘H‘,‘ummwﬁﬂ‘vu‘,‘mw_w“mjw,w_?‘393 m/z 220.05 18.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99248: Phenol, 2,4,6-tris(1-methylethyl)-
205.0
5000 ‘/\‘ 1
17.00
m/z 206.05 14.51%
4§0 91.0121.0 163 ‘
Il L Ll
\\\‘HH’HH’HH‘HH‘H\\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
205.0
I
17.00
5000 m/z 177.05 10.59%
57.0
105.0 145.0
27.0 175.0
T T T T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 .
Abundance #99214: Butylated Hydroxytoluene b s
205.0 17.00
m/z 91.00 9.11%
5000
57.0
105.0 145.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 17.00

SFAMUTRO10225WMA.M Mon Feb ©3 08:56:26 2025 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS vial : 17 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

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 25 Phenol, 2,4,6-tris(1-methyl... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
16.965 2.46 ug/L 171823 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 98
2 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 83
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 80
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 80
5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 72
Abundance Scan 4875 (16.965 min): VU062997.D\data.ms (-4866) (- | m/z 205.10 100.00%
205.1
5000
177.1 ‘17‘00‘
43.0 91.0 ¢ 1.014 .
9.0
‘w,w_"J“Muwnuﬁ,‘mwwwW‘W‘HWW??R“ m/z 220.05 18.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99248: Phenol, 2,4,6-tris(1-methylethyl)-
205.0
5000 ‘/\‘ 1
17.00
m/z 206.05 14.51%
20 o10m10u0g0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance
205.0
i
17.00
5000 m/Z 177.05 10.59%
56.0
1050 149901770
[ T e e
m/z--> 20 40 60 80 100120140160180200220240260280 .
Abundance #99218: Butylated Hydroxytoluene Mm‘ s
205.0 17.00

m/z 91.00 9.11%

5000

50 1050 14501770

m/z--> 20 40 60 80 100120140160180200220240260280 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@12425\
Data File : VU@62997.D

Acqg On : 24 Jan 2025 16:52
Operator : MD/SY

Sample : Q1174-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 17 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|
2,2-Dimethylthi... 6.216 2.0 ug/L 118557 1 6.280 296203 5.0
2-Butanone, 3,3... 7.190 1.1 ug/L 66674 1 6.280 296203 5.0
Benzene, 1,2,3,... 13.016 1.0 ug/L 71144 3 11.804 349137 5.0
Phenol, 2,3-dim... 13.929 1.6 ug/L 114747 3 11.804 349137 5.0
Azulene 14.077 1.9 ug/L 133536 3 11.804 349137 5.0
Phenol, 2-(1-me... 14.408 12.2 ug/L 850712 3 11.804 349137 5.0
1H-Indene, 2,3-... 14.717 0.9 ug/L 66422 3 11.804 349137 5.0
(1-Methylpenta-... 15.003 1.0 ug/L 70495 3 11.804 349137 5.0
Phenol, 2-(1,1-... 15.097 1.2 ug/L 82052 3 11.804 349137 5.0
Phenol, p-tert-... 15.473 2.6 wug/L 182731 3 11.804 349137 5.0
Propofol 15.707 7.1 ug/L 493559 3 11.804 349137 5.0
1H-Indene, 1,1,... 15.913 1.7 ug/L 121470 3 11.804 349137 5.0
Phenol, 2,4-bis... 16.222 91.9 ug/L 6416490 3 11.804 349137 5.0
Naphthalene, 2,... 16.395 1.7 ug/L 119526 3 11.804 349137 5.0
Phenol, 2,5-bis... 16.479 16.4 ug/L 1141830 3 11.804 349137 5.0
2,5-Cyclohexadi... 16.756 1.8 wug/L 122762 3 11.804 349137 5.0
Butylated Hydro... 16.965 2.5 ug/L 171823 3 11.804 349137 5.0
Phenol, 2,4,6-t... 16.965 2.5 ug/L 171823 3 11.804 349137 5.0
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