LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@012925\
Data File : VU©63088.D

Acq On : 29 Jan 2025 12:49
Operator : MD/SY

Sample : VIBLK@®O6

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 8 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\SFAMUTRO12725WMA.M
Title : TRACE VOA SFAM1.0
Signal : TIC: VU@63088.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.592 84 94 106 rBV 16162 20327 1.04% 0.406%
2 1.907 181 192 201 rBV 15722 20439 1.05% 0.408%
3 2.557 383 394 408 rBB 42268 69249 3.55% 1.383%
4 4.605 1019 1031 1060 rBV3 34921 87323 4.48% 1.744%
5 5.049 1154 1169 1192 rBV 55220 123217 6.32% 2.462%
6 5.711 1357 1375 1400 rBV2 86327 235634 12.08% 4.707%
7 6.238 1527 1539 1557 rBV 112978 219804 11.27% 4.391%
8 6.679 1664 1676 1694 rBvV2 53168 103365 5.30% 2.065%
9 7.557 1939 1949 1972 rBV3 31764 57532 2.95% 1.149%
10 7.888 2041 2052 2071 rBV 114822 200468 10.28% 4.005%
11 .171 2130 2140 2154 rBV2 20086 35447 1.82% 708%

8

8.621 2270 2280 2308 rBV 109363 209197 10.72%
13 9.406 2513 2524 2544 rBV 157076 269579 13.82%

0.746 2930 2941 2957 rBV2 51971 85996  4.41%

1.804 3258 3270 3292 rBV 180549 299681 15.36%

kU pho
w
00
U
S

16 12.052 3336 3347 3377 rBV2 117035 251795 12.91%

17 12.184 3377 3388 3407 rVB 144027 244991 12.56% 894%
18 14.412 4072 4081 4098 rBV 37963 59322 3.04%
19 15.103 4288 4296 4308 rVB3 13788 21082 1.08% 421%

P OoOR M~V
[y
(o]
9]
R

20 15.476 4402 4412 4431 rBV2 51581 100083 5.13%
21 16.225 4631 4645 4676 rBV 1146620 1950959 100.00% 38.975%
22 16.482 4715 4725 4743 rBV 207619 340237 17.44% 6.797%

Sum of corrected areas: 5005727
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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\VUe12925\

: VUe63088.D

: 29 Jan 2025 12:49

: MD/SY

: VIBLKOO6

: 25mL/MSVOA_U/WATER

: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VU063088.D\data.ms

5711 6.238

1592 1.907 2.557 4.605 5.049 6.67

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

1000000

800000

600000

400000

200000

TIC: VU063088.D\data.ms

9.406 11.804

7.888 8.621 12.0%2]
7.557 /\ 8.171 /L j\ 10./(46
DN

0
Time-->

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

Abundance

1000000

Time-->

TIC: VU063088.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU012925\
Data File : VU@63088.D

Acqg On : 29 Jan 2025 12:49
Operator : MD/SY

Sample : VIBLKOO6

Misc : 25mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.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 2 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.052 4.20 ug/L 251795 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
Abundance Scan 3347 (12.052 min): VU063088.D\data.ms (-3336) (- m/z 57.00 100.00%
57.0
5000 21.0
83.0
T T
|
owH_MWMMJ:HmwH_m_m‘mew m/z 41.00  40.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 41.0 T ‘
12.00
83.0 m/z 55.08  37.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
57.0
T \
12.00
5000 m/z 83.00 32.26%
H‘HH \H\‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH TTTT[TTTT
m/z-->
Abundance #15692: 1-Hexanol, 2-ethyl- I ‘
m/z 70.00 29.68%
H \‘ | jk
TT HH‘\H\‘HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH HH TTTT[TTTT
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU012925\
Data File : VU@63088.D

Acqg On : 29 Jan 2025 12:49
Operator : MD/SY

Sample : VIBLKOO6

Misc : 25mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.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 3 Phenol, 2-(1-methylethyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.412 0.99 ug/L 59322 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 87
Abundance Scan 4081 (14.412 min): VU063088.D\data.ms (-4072) (- m/z 121.00 100.00%
121.0
5000
91.0 e
389 649 ‘ 14.50
b e il m“‘ e b AT38 s 136,00 32.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000 L f\”\
14.50
77.0 m/z 91.00 22.05%
510 oo
O e B e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance
121.0
ITTa¥ X ‘m‘ i ‘/\/\A‘
14.50
5000 m/z 102.90 20.70%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #18904: Phenol, 2-(1-methylethyl)- T
m/z 77.00 17.91%
TTT \\\\“‘\\‘\\“\‘\\\“\\\‘\“\‘\\‘\“\\\\“\\\\ T TT MA A\ \Anﬂ\‘\ A\ ‘\ A/\‘\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU012925\
Data File : VU@63088.D

Acqg On : 29 Jan 2025 12:49

Operator : MD/SY

Sample : VIBLKOO6

Misc : 25mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.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 Phenol, p-tert-butyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.476 1.67 ug/L 100083 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 97
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
4 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
5 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 90

Abundance Scan 4412 (15.476 min): VU063088.D\data.ms (-4402) (- | m/z 135.00 100.00%
135.0
5000 107.0 /\
e .
38.9 76.9 15.50
o S PSRN 0 S I ““1‘?‘279‘ 2Ol m/z 107.00  37.56%
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  18.71%
410 770 ‘
= T NN S U N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0 /\
T T T ‘ \M\AA T
15.50
5000 m/z 136.00 12.43%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z--> /\
Abundance #27479: Phenol, m-tert-butyl- e iy
m/z 94.90 11.05%
TTT TTTT TTTT \ﬂ ‘H\A \‘
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU012925\
Data File : VU@63088.D

Acqg On : 29 Jan 2025 12:49
Operator : MD/SY

Sample : VIBLKOO6

Misc : 25mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.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 5 Phenol, 2,4-bis(1-methyleth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.225 32.55 ug/L 1950960 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 97
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 4645 (16.225 min): VU063088.D\data.ms (-4631) (- m/z 162.95 100.00%
162.9
- h
121.0 L LN
a0 910 | ‘ ’ 16.00 16.50
Ot et bl b ek 2089 2810 178 05 23.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0
5000 R 71
16.00 16.50
1210 m/z 121.00 16.70%
e oo |
O e T e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
163.0
T ‘ T T ‘ T
16.00 16.50
5000 m/z 164.10 12.04%
\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #52792: Propofol I
m/z 91.00 10.17%
mn ol ‘ ol L“M | ‘ ‘\ Jt/\
\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU012925\
Data File : VU@63088.D

Acqg On : 29 Jan 2025 12:49
Operator : MD/SY

Sample : VIBLKOO6

Misc : 25mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO12725WMA.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 Phenol, 2,5-bis(1-methyleth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.482 5.68 ug/L 340237 1,4-Dichlorobenzene-d4 11.804
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 95
3 Propofol 178 C12H180 002078-54-8 94
4 Propofol 178 C12H180 002078-54-8 94
5 Propofol 178 C12H180 002078-54-8 93
Abundance Scan 4725 (16.482 min): VU063088.D\data.ms (-4715) (- m/z 163.00 100.00%
163.0
5000
S
so  OLO 12‘1-0 ‘ 16.50
Olrrrrraritstrpteedbe bbb b e 2080, 28LU s 178 05 23.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52838: Phenol, 2,5-bis(1-methylethyl)-
163.0
5000 RN
1210 16.50
.0 ' m/z 121.00 14.23%
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 164.00 12.48%
\H‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #52792: Propofol I
m/z 91.00 10.01%
mn ol ‘ ol L“ ol 1 ‘\ h
\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘ H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU012925\
Data File : VU©63088.D

Acq On : 29 Jan 2025 12:49
Operator : MD/SY

Sample : VIBLK@O6

Misc : 25mL/MSVOA_U/WATER

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@12725WMA.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|
1-Hexanol, 2-et... 12.052 4.2 ug/L 251795 3 11.804 299681 5.0
Phenol, 2-(1-me... 14.412 1.0 ug/L 59322 3 11.804 299681 5.0
Phenol, p-tert-... 15.476 1.7 wug/L 100083 3 11.804 299681 5.0
Phenol, 2,4-bis... 16.225 32.5 ug/L 1950960 3 11.804 299681 5.0
Phenol, 2,5-bis... 16.482 5.7 wug/L 340237 3 11.804 299681 5.0
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