LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 19 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@38655.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 73 82 91 rBV2 225630 358385 2.29% 0.949%
2 1.378 94 105 109 rBV 260762 447412 2.86% 1.184%
3 1.410 109 115 144 rVB2 649369 1246148 7.96% 3.299%
4 1.558 157 161 171 rVB 145143 179735 1.15% 0.476%
5 2.101 322 330 345 rVB 242919 354166 2.26% 0.938%
6 4.288 996 1010 1029 rVB2 155366 385590 2.46% 1.021%
7 4.982 1212 1226 1262 rVB2 402756 1034075 6.61% 2.738%
8 5.590 1405 1415 1439 rVB 276243 595882 3.81% 1.578%
9 5.712 1442 1453 1471 rBv2 87926 196577 1.26% 0.520%
10 6.063 1543 1562 1589 rBV 203249 441119 2.82% 1.168%
11 6.960 1830 1841 1858 rBV 88745 177011 1.13% 0.469%
12 7.278 1930 1940 1953 rBV 399973 702396 4.49% 1.860%
13 7.349 1953 1962 1989 rVB 454435 815571 5.21% 2.159%
14 8.050 2169 2180 2219 rBV 429989 906580 5.79%  2.400%
15 8.796 2402 2412 2443 rBV 437859 754275  4.82%  1.997%
16 10.152 2820 2834 2849 rVB 153641 249591 1.60% 0.661%
17 11.181 3144 3154 3174 rVB 447247 698781 4.47%  1.850%
18 11.467 3231 3243 3261 rBV 438772 943798 6.03%  2.499%
19 11.554 3262 3270 3296 rVB 434596 786789 5.03% 2.083%
20 12.699 3610 3626 3647 rBv4 83429 246322 1.57% 0.652%

21 13.432 3848 3854 3865 rVB 126172 191092 1.22%
22 13.818 3963 3974 4001 rBV 2109437 3335990 21.32%
23 14.220 4091 4099 4118 rVB 142517 268372 1.72%
24 14.499 4175 4186 4195 rBV2 163475 278326 1.78%
25 14.863 4286 4299 4324 rBV 2076788 3507113 22.42%
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S

26 15.091 4361 4370 4386 rVB 478457 721022 4.61%  1.909%
27 15.612 4519 4532 4566 rBV 9245597 15645467 100.00% 41.420%
28 15.866 4602 4611 4637 rVB 1250054 2019138 12.91% 5.345%
29 16.040 4657 4665 4679 rVB3 168107 286036 1.83% 0.757%

Sum of corrected areas: 37772759
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\

: VV038655.D

: 07 Feb 2025 19:04

: SY/MD

1 Q1334-14

: 25.0mL/MSVOA_V/WATER
: 19

Sample Multiplier: 1

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

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

Abundance

8000000

6000000

4000000

2000000

TIC: VV038655.D\data.ms

1.410

1.30H8 558 2.101 4 288 4.982 5580712  6.063

Time-->

o
—

AY
L L L L B L I L B L I L B L I L L L L L B B I B B I (il

[T
1.20 1.40 1.60 1.80 200 220 240 260 280 300 320 340 360 380400420440460480 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance

8000000

6000000

4000000

2000000

TIC: VV038655.D\data.ms

6.960 8.796 10. 152 11.181 11146554

Time-->

I T
7.00 8.50 9.00 9.50 10 00 10.50 11.00 11.50 12.00

Abundance

8000000

6000000

4000000

2000000

TIC: VV038655.D\data.ms

15.612

13.818 14.863

15.866

15.091
12 699 13.432 14.220 14.499 19)(340

Time-->

T ‘ T T T T T T T T T T T T T T T T T T T ‘ T T ‘ T T ‘ T
12 50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 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 3 2,2-Dimethylthiirane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.712 1.65 ug/L 196577 1,4-Difluorobenzene 5.590

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylthiirane 88 C4H8S 003772-13-2 86
2 (E)-2-Butenylcyclopropane 96 C7H12 076588-98-2 53
3 2-Methyl-3,4-epoxy-1-butene 84 C5H80 1000432-31-7 50
4 Oxirane, ethenyl- 70 C4H60 000930-22-3 47
5 3-Cyclobutene-1,2-dione, 3,4-dim... 110 C6H602 001121-15-9 40

Abundance Scan 1453 (5.712 min): VV038655.D\data.ms (-1442) (-) m/z 55.05 100.00%

58.0 88.0
39.0
5000
73.0 j\’\

N ‘ 5.40 5.60 5.80 6.00
al 1 N

el Ll he 120 s 87,95 91.12%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2335: 2,2-Dimethylthiirane
55.0 88.0

5000 N
5.40 5.60 5.80 6.00

73.0 m/z 39.08  75.37%
“Mﬂ
|

270 H ‘
\\‘1\\5\\0‘\\\\‘\\\‘1}\\\\‘\\11‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3262: (E)-2-Butenylcyclopropane
55.0
67.0 81.0

. RS S
39.0 5.40 5.60 5.80 6.00

5000 ITI/Z 54.00 36.71%
B 96.0
‘wwwww‘w“H‘\“ww‘w””w”wwwmwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1627: 2-Methyl-3,4-epoxy-1-butene T /\“ R aan
39.0 5.40 5.60 5.80 6.00

m/z 53.05 33.75%

53.0
5000
83.0
27.0
S P L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 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 8 Phenol, 2-(1-methylethyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.818 23.87 ug/L 3335990 1,4-Dichlorobenzene-d4 11.181
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): VV038655.D\data.ms (-3963) (- m/z 121.10 100.00%
121.1
5000 JL
77.1 — —
39.0 ‘ 13.50 14.00
bt B L 1681 2069 1y s 136,05 31.87%
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 103.10 21.56%
0, L1
\\\‘\\\\“\\‘\‘\“\‘\\\“\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0
- T
13.50 14.00
5000 m/z 77.1@  20.57%
77.0
39.0 ‘
SRR TPNOVIN NA  R  ER—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18904: Phenol, 2-(1-methylethyl)- — ==
121.0 13.50 14.00
m/z 91.10 19.67%
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@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 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 9 p-Cumenol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.220 1.92 ug/L 268372 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cumenol 136 C9H120 000099-89-8 94
2 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 93
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90
4 p-Cumenol 136 C9H120 000099-89-8 87
5 Phenol, 2-ethyl-6-methyl- 136 CS9H120 001687-64-5 87
Abundance Scan 4099 (14.220 min): VV038655.D\data.ms (-4091) (- | m/z 121.10 100.00%
12111
5000 J\¥
91.1 —— :
39.1 65.0 ‘ 14.00 14.50
e L L 48 1741 2070 36 65 29.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18801: p-Cumenol
121.0
5000 — ——
14.00 14.50
77.0 m/z 91.10 20.72%
39.0 ‘
\1\5\.‘0\‘\\\“‘\\‘\H\“\‘\\\“\\‘\“\“\‘\\\i‘\\\f“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18901: Phenol, 3-(1-methylethyl)-
121.0
— e
14.00 14.50
5000 ITI/Z 77 .05 19.75%
77.0
39.0 ‘
L I \‘ " L
o R R AARARRRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18891: Phenol, 3-(1-methylethyl)- T —=
121.0 14.00 14.50
m/z 103.00 13.60%
5000
77.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 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 1@ Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.499 1.99 ug/L 278326 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C1eH140 000088-18-6 94
2 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 76
3 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 68
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 64
5 4-Hydroxy-2-methylacetophenone 150 CSH1e02 000875-59-2 53

Abundance Scan 4186 (14.499 min): VV038655.D\data.ms (-4175) (- | m/z 107.85 100.00%
107.1
5000 150.0 [k
A
77.1 i
391 | ‘ 14.50
— bbb WALL 2070 281 135 65 99.97%
m/z-—> 50 100 150 200 250
Abundance #27543: Phenol, 2-(1,1-dimethylethyl)-
107.0
5000 T 7
39.0 1500 15912950 38.82%
‘. 77_0‘ m/z . .82%
‘\‘ ‘\‘ \}‘ }‘\M ‘w‘\‘\‘\‘\“ \‘n\’w“ ‘M‘ “‘ ‘\ e
miz--> 50 100 150 200 250
Abundance #27544: Phenol, 2-(1,1-dimethylethyl)-
135.0
—p—
14.50
5000 m/z 91.85 30.63%
91.0
39.0 ‘ |
SO TP VO 1 D N —
m/z-—-> 50 100 150 200 250
Abundance #27537: Phenol, 2-(1,1-dimethylethyl)- "7”4\7'w 4k\r
135.0 14.50
m/z 115.05 26.98%
5000
410 910
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38655.D

Acqg On : 07 Feb 2025 19:04

Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 11 Phenol, p-tert-butyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.863  25.09 ug/L 3507110 1,4-Dichlorobenzene-d4 11.181
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 C1eH140 000585-34-2 94
4 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 93
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 93

Abundance Scan 4299 (14.863 min): VV038655.D\data.ms (-4286) (- | m/z 135.05 100.00%
135.1
5000 /k\
— =
41.0 95.1 ‘ 14.50 15.00
ol lwu Ll L | |1691 2069 281 17107 10 se.33%
m/z--> 50 100 150 200 250
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 — —=4
14.50 15.00
m/z 150.20  19.94%
41.0 ‘gﬁ.o |
| I by I
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #27474: Phenol, p-tert-butyl-
135.0
T ==
14.50 15.00
5000 m/z 95.10 13.38%
41.0 95.0
S O T U O
miz--> 50 100 150 200 250
Abundance #27479: Phenol, m-tert-butyl- P =
135.0 14.50 15.00
m/z 77.10 11.40%
5000
410 95.0‘
mlz--> 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@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 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 Propofol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.091 5.16 ug/L 721022 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propofol 178 C12H180 002078-54-8 97
2 Propofol 178 C12H180 002078-54-8 97
3 Propofol 178 C12H180 002078-54-8 96
4 Propofol 178 C12H180 002078-54-8 95
5 Propofol 178 C12H180 002078-54-8 93
Abundance Scan 4370 (15.091 min): VV038655 D\data.ms (-4361) (- = m/z 163.15 100.00%
163.
5000 j\ J
117.1 T [
411 ‘ ‘ A 15.00
om_"m“huu‘,m‘w,uH‘w“M‘Wm 2oy m/z 178.15  23.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52793: Propofol
168.0
5000 r— ‘
15.00
117.0 m/z 117.10  20.35%
410 770 ‘ ‘
\H‘\‘H\““H‘H’\‘H‘\“’H\\“\“\\‘\“\lh\‘\‘H\\‘!H\"\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52791: Propofol
168.0
T \J
15.00
5000 m/z 91.10 16.55%
41 0 .0 1%1 0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52792: Propofol = ]
163.0 15.00
m/z 164.15 12.57%
5000
117.0
770 ‘
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@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 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, 2,4-bis(1-methyleth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.612 111.95 ug/L 15645500 1,4-Dichlorobenzene-d4 11.181
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 93
3 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 93
4 Propofol 178 C12H180 002078-54-8 90
5 Propofol 178 C12H180 002078-54-8 90
Abundance Scan 4532 (15.612 min): VV038655 D\data.ms (-4519) (- ' m/z 163.15 100.00%
163.
- M
—— —
43.1 91112‘” ‘ 15.50 16.00
Oberrrerrdbtipid bbb L L2180 281 g8 5 50 55y
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
168.0
5000 — i
15.50 16.00
m/z 121.10 15.70%
l Ll I
\H‘H\\‘\H\’\H\’\\H‘HH‘HH‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52794: Propofol
168.0
— —
15.50 16.00
5000 m/z 164.20  12.52%
121.0
410 910 L
\H‘H\\‘\H\’\H\’HH‘HH‘HH‘HH\H\"\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)- — —
163.0 15.50 16.00
m/z 91.10 12.32%
5000
121
@0 e
il L "
b e e e e e e e e e —— —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 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 14 Phenol, 2,5-bis(1-methyleth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.866  14.45 ug/L 2019140 1,4-Dichlorobenzene-d4 11.181
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): VV038655.D\data.ms (-4602) (- m/z 163.15 100.00%
163.2
- /LA
— —
434 9111214 ‘ 1550 16.00
Ak Ll | 1980 2820 178 06 22.63%
m/z-—> 50 100 150 200 250
Abundance #52838: Phenol, 2,5-bis(1-methylethyl)-
163.0
5000 — —
121.0 15.50 16.00
91.0 ' m/z 121.10 13.33%
43.0 ‘ ‘ ‘
PN 1 Y I S
miz—-> 50 100 150 200 250
Abundance #52793: Propofol
163.0
— —
15.50 16.00
5000 m/z 91.10 12.00%
117.0
410 770 M
m/z-—-> 50 100 150 200 250
Abundance #52792: Propofol — e
163.0 15.50 16.00
m/z 164.20 11.89%
5000
117.0
M9 T adh L A
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 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 3-tert-Butyl-2-hydroxybenza... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.040 2.05 ug/L 286036 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-tert-Butyl-2-hydroxybenzaldehyde 178 C11H1402 024623-65-2 87
2 Phenol, 3,5-bis(1-methylethyl)- 178 C12H180 026886-05-5 83
3 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 70
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 68
5 Propofol 178 C12H180 002078-54-8 64
Abundance Scan 4665 (16.040 min): VV038655 D\data.ms (-4657) (- | m/z 163.15 100.00%
163.
5000
1211
43.0 91.1 =T \
16.00
Mw\”w , 2 28l m/z 178.20 47.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52595: 3-tert-Butyl-2-hydroxybenzaldehyde
168.0
5000 — ‘
16.00
107.0 m/z 135.05 40.09%
410 770 ‘ ‘
\H‘H\\“‘H‘\“\’H\‘H‘\“’\\“\‘\‘\‘\\‘\‘H\‘l‘H\\‘!H\"\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52839: Phenol, 3,5-bis(1-methylethyl)-
168.0
LN T
16.00
5000 121.0 m/z 121.10  33.97%
43.0 91.0
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)- —7 I
163.0 16.00
m/z 177.20  23.70%
5000
121.0
R N
1 | Ll
b e e e e e e e e e o
mlz--> 20 40 60 80 100120140160180200220240260280 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV020725\
Data File : VV@38655.D

Acqg On : 07 Feb 2025 19:04
Operator : SY/MD

Sample : Q1334-14

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 19 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|
2,2-Dimethylthi... 5.712 1.6 ug/L 196577 1 5.590 595882 5.0
Phenol, 2-(1-me... 13.818 23.9 ug/L 3335990 3 11.181 698781 5.0
p-Cumenol 14.220 1.9 ug/L 268372 3 11.181 698781 5.0
Phenol, 2-(1,1-... 14.499 2.0 ug/L 278326 3 11.181 698781 5.0
Phenol, p-tert-... 14.863 25.1 ug/L 3507110 3 11.181 698781 5.0
Propofol 15.091 5.2 ug/L 721022 3 11.181 698781 5.0
Phenol, 2,4-bis... 15.612 112.0 ug/L 15645500 3 11.181 698781 5.0
Phenol, 2,5-bis... 15.866 14.4 ug/L 2019140 3 11.181 698781 5.0
3-tert-Butyl-2-... 16.040 2.0 ug/L 286036 3 11.181 698781 5.0
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