LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 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\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@56272.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.370 16 25 36 rvB3 12143 22055 1.28% 0.167%
2 1.489 55 62 67 rBv 71346 71269 4.14% 0.541%
3 1.599 85 96 106 rBV2 124903 156896 9.10% 1.191%
4 1.686 117 123 133 rW 29729 39434  2.29%  0.299%
5 1.911 184 193 211 rW 84242 126069 7.32% 0.957%
6 1.991 211 218 231 rVB2 22361 32402 1.88% 0.246%
7 2.451 351 361 376 rVB 52773 87079 5.05% 0.661%
8 2.563 382 396 407 rBV 167579 288297 16.73% 2.189%
9 2.634 407 418 451 rVB 167826 410354 23.81% 3.116%
10 2.849 455 485 487 rBV2 46594 150171 8.71% 1.140%
11 3.036 537 543 563 rVB4 20044 42917  2.49% 0.326%
12 3.136 563 574 594 rBv7 6257 19379 1.12% 0.147%
13 3.354 634 642 660 rVB6 8514 20678 1.20% 0.157%
14  4.624 1024 1037 1056 rBV2 104819 353740 20.53% 2.686%
15 5.055 1156 1171 1198 rBV3 158381 370748 21.51% 2.815%
16 5.721 1354 1378 1390 rBV2 301214 806010 46.77% 6.121%
17 6.245 1528 1541 1569 rBV 364612 715272 41.50% 5.432%
18 6.537 1618 1632 1650 rBV 421372 796690 46.23% 6.050%
19 6.685 1664 1678 1699 rBV 187737 371004 21.53% 2.817%
20 6.885 1731 1740 1749 rBV2 8800 17684 1.03% 0.134%
21 7.161 1810 1826 1839 rBvV2 32763 65412 3.80% 0.497%
22 7.563 1939 1951 1966 rBV 93577 171312 9.94% 1.301%
23 7.894 2040 2054 2073 rBV 365816 657645 38.16%  4.994%
24  8.177 2130 2142 2160 rBV2 53508 96036 5.57% 0.729%
25  8.547 2244 2257 2273 rBV 1002993 1723347 100.00% 13.087%
26 8.631 2273 2283 2298 rBV 395477 743033 43.12% 5.643%
27  8.785 2322 2331 2354 rVB4 44578 88867 5.16% ©.675%
28 9.412 2514 2526 2558 rBV 502498 887825 51.52% 6.742%
29 10.341 2805 2815 2828 rBV2 47311 80684 4.68% 0.613%
30 10.479 2850 2858 2873 rVB3 11512 19710 1.14% 0.150%
31 10.753 2930 2943 2957 rBV 135697 224316 13.02% 703%
32 11.476 3162 3168 3180 rVB4 14362 23201 1.35% 176%
33 11.682 3224 3232 3244 rBV2 65908 99275 5.76%

34 11.807 3259 3271 3286 rBV 540027 873236 50.67%
35 11.888 3287 3296 3309 rVB 178235 282558 16.40%

N O R
N
U1
A
3R

36 12.061 3339 3350 3366 rBV2 69627 171408 9.95% 1.302%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 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\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0

37 12.187 3377 3389 3404 rBV 361834 611322 35.47% 4.642%
38 12.479 3470 3480 3491 rBV3 22443 37816 2.19% 0.287%
39 12.675 3529 3541 3558 rBvV3 159140 289756 16.81% 2.200%
49 12.881 3591 3605 3619 rBv4 158327 260258 15.10% 1.976%
41 13.019 3638 3648 3663 rVB 115209 179563 10.42% 1.364%
42 13.193 3692 3702 3712 rBV 15527 22344 1.30% 0.170%
43 13.441 3764 3779 3794 rBV 154935 242058 14.05% 1.838%
44 13.515 3794 3802 3815 rBvVS8 8746 17507 1.02% 0.133%
45 13.618 3826 3834 3848 rVB7 16746 31780 1.84% 0.241%
46 13.782 3875 3885 3893 rBv4 18142 28294 1.64% 0.215%
47 13.868 3903 3912 3920 rBvVS8 9593 18852 1.09% 0.143%
48 13.933 3925 3932 3945 rVww4 40207 64707 3.75% ©0.491%
49 14.203 4002 4016 4027 rBV 70748 132524 7.69% 1.006%
50 14.286 4034 4042 4053 rVB5S 9918 19794 1.15% 0.150%
51 15.167 4303 4316 4332 rBV2 26712 47372 2.75% ©0.360%
52 15.415 4384 4393 4405 rBV6 12859 24004 1.39% 0.182%
53 15.952 4551 4560 4570 rBV3 19799 34149 1.98% 0.259%

Sum of corrected areas: 13168113
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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\VU111323\

: VUe56272.D

: 13 Nov 2023 23:43

: MD/SY

: 05371-13RE

: 25.0mL/MSVOA_U/WATER
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

800000

600000

400000

200000

0
Time-->

TIC: VU056272.D\data.ms

6.537
6.245
5.721

6.68
2.86584
1599 5.055

1.48 1911 2.45 2.84 AR
&@km SN 2% 098363.354 M

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: VU056272.D\data.ms
8.547

11.807
9.412

7.894 ' 12.1

.888

10.753

Time-->

7.563
11.682| || 12.06
8.177 , 10.341

L A v 110.479 11.476
T - — — — - — =

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

Abundance
1000000

800000

600000

400000

200000

TIC: VU056272.D\data.ms

12.6752.881 13.441
3.019

Time-->

1
93314.203
L 12.479 13.193 1351§181% %;ﬂ@sa 15.16715 415 15.952
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_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 Propane, 2-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.451 0.61 ug/L 87079  1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-chloro- 78 C3H7C1 000075-29-6 86
2 Propane, 2-chloro- 78 C3H7C1 000075-29-6 78
3 Propane, 2-chloro- 78 C3H7C1 000075-29-6 52
4 (S)-(-)-2-Chloropropionic acid 108 C3H5C102 029617-66-1 9
5 1-Propanol, 2-chloro- 94 C3H7Cl10 000078-89-7 4

Abundance Scan 361 (2.451 min): VU056272.D\data.ms (-351) (-) m/z 42.95 100.00%

3.0
5000
62.9
354 ‘ 78"0 2.20 2.40 2.60 2.80
H’HH‘\H\‘\H\‘HH’HH‘HH‘HH‘\‘\\’HH‘\H\‘\\H‘\\H"HH‘HH‘HH}HH‘HH‘ m z 49 95 29 720
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1158: Propane, 2-chloro-
43.0
270 J\/\ VAR »AA/\/\\\
5000 vu/\\‘uu‘uu’uu‘\u
2.20 2.40 2.60 2.80
63.0 62.90  24.85%
15.0 J 80 "
H’HH‘\H}}\H\‘HH’!\H‘HT’;\‘B\Y\H}\‘\\’HH‘\.H\‘\\HH‘\H"HH‘HH‘H!\}HH‘HH‘
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1159: Propane, 2-chloro-
43.0
A ARREaREE
2.20 2.40 2.60 2.80
5000 m/z 39.00 18.73%
27.0
63.0 78.0
150 | 36 “ 51.0 “\70.0 ‘\
HPWMHWMWHHWH_HWHWHwuu_m_uwmwuuwuwuwuwuw
m/z--> 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 j\
Abundance #1157: Propane, 2-chloro- I/ e Qutr
43.0 2.20 2.40 2.60 2.80
m/z 78.00 15.58%
5000
27.0
63.0
78.0
15.0 | 36.0)|, 51.0 | |,
A N L N M s
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 Isopropyl Alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.849 1.05 ug/L 150171 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 64
5 4-Penten-2-o0l 86 C5H100 000625-31-0 9
Abundance Scan 485 (2.849 min): VU056272.D\data.ms (-455) (-) m/z 44.95 100.00%

45.0
5000

30. ‘ 56.9 g5 2.60 2.80 3.00 3.20
e e o | M/z 42.95  19.46%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #343: Isopropyl Alcohol
45.0

5000 L B B I B
2.60 2.80 3.00 3.20
m/z 41.00 8.70%
27.0
i R 590
\‘HH‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH HH‘H\\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #342: Isopropyl Alcoho
45.0
R
2.60 2.80 3.00 3.20
5000 m/z 38.95 5.72%
27.0
19.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #345: Isopropyl Alcohol e e
45.0 2.60 2.80 3.00 3.20

m/z 42.00 5.13%

5000
27.0
19070 w0 o
| Gy |

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 4 Hexanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.785 0.50 ug/L 88867 Chlorobenzene-d5 9.412

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 83
4 Hexanal 100 C6H120 000066-25-1 83
5 Hexanal 100 C6H120 000066-25-1 83

Abundance Scan 2331 (8.785 min): VU056272.D\data.ms (-2322) (-) m/z 43.90 100.00%

43.9 56.0
5000
72.0

H ‘ ‘ ‘ 8‘39 100.0 8.40 8.60 8.80 9.00 9.20
\\’\\\\‘\\\\‘\\\‘\“\ \\‘\“\ ‘\‘\\\\“‘\\\\‘\\.\\‘\\\\‘\.\\\ m Z 55 95 92.9900
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 56.0
5000 /\,
8.40 8.60 8.80 9.00 9.20
29.0 72.0

m/z 40.95 72.84%

Il ‘\ \ \‘ 8%-0 100.0
\\’\\\\‘\\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal
44.0
56.0

8.40 8.60 8.80 9.00 9.20

5000 270 m/z 57.85  66.49%
72.0
S S Y N
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal _mww‘m,uuw
44.0 8.40 8.60 8.80 9.00 9.20
56.0

m/z 42.95 53.66%

27.0
5000
72.0
180 ] | es0 1000

m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 5 Octanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.682 0.57 ug/L 99275  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 78
2 Octanal 128 C8H160 000124-13-0 58
3 Octanal 128 C8H160 000124-13-0 53
4 1,2-Cyclopentanediol, trans- 102 C5H1002 005057-99-8 50
5 Piperazine, 2-methyl- 100 C5H12N2 000109-07-9 38
Abundance Scan 3232 (11.682 min): VU056272.D\data.ms (-3224) (- | m/z 42.95 100.00%
43.0 57.0
84.1
5000
100.0 M\/\J\« mﬂw :
‘ H ‘H H 1150 1200
H‘HH‘HH‘HH‘ H\‘HH HH“HH‘\‘H\’HH‘HH“HH’HH‘HH m/z 49.99 92.2900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
290 57.0
: 84.0
5000 e U
11.50 12.00
m/z 57.00  89.90%
100.0
H‘HH‘HH‘HH} H\‘\‘l \‘HH‘HH\‘\\H’HH‘H\\}\\\\’\]-\2\\8‘\()\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 4.
57.0 84.0
11.50 12.00
5000 29.0 m/z 54.95 82.53%
‘ 100.0
P 1.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14262: Octanal /\”““
43.0 1150 1200
m/z 55.95 77 .82%
84.0
5000 200 | S0
|
Hﬁ?ﬂmtwme\mm,uH_WH,%?%F?H W ARAWIN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 6 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.888 1.62 ug/L 282558 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3296 (11.888 min): VU056272.D\data.ms (-3287) (- | m/z 105.00 100.00%
105.0
509 77.0 91,0 1150 1200
\\’\H\’H\\’\\3\\’.’HH’H\‘\“%r\\‘\HH‘HH‘HH‘\M\‘\‘H‘\‘\“‘HH‘ m/z 129 05 49.8100
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0
11. 50 12 00
770 m/z 76.95 12.95%
51.0 91.0
\\’\H\’\2\\7\’0\\\\"HH’H\‘\“\41.’-1\‘\H‘H‘HH“HH‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 11. 50 12 00
5000 m/z 91.00 10.36%
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\A\
Abundance #10705: Benzene, 1,2,4-trimethyl- /\ Mﬂ”“/\
105.0 11. 50 12 00
m/z 119.00 10.04%
5000 120.0
28.0 77.0 91.0
51.0 :
a0 L e | el
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 7 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.061 0.98 ug/L 171408 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# 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 59
5 2-Propyl-1-pentanol, chlorodiflu. 242 C10H17C1F202  1000447-27-3 50

Abundance Scan 3350 (12.061 min): VU056272.D\data.ms (-3339) (- | m/z 57.00 100.00%
57.0
5000
70.0 830
‘ ‘ 98.0 12.00
112.0
\\‘\\\\‘\\H‘\\\\“1\\\‘\‘\\\‘\\\M\“‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m/z 41.09 39.4900
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 =
41.0 12.00
ZIF ‘ 70.0 83.0 050 m/z 54.95 32.77%
\\‘\\\\‘\\\‘\“\\\\“1\\\‘\\!\‘\\\1‘!\\\\‘\“1\\‘\\\1‘\\\1\]‘-\2\9\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
ARSASENE :
12.00
5000 ITI/Z 43.00 27.70%
43.0
29.0 70.0 83.0
98.0
150 b Mg k0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15694: 1-Hexanol, 2-ethyl- TP ‘
57.0 12.00
m/z 70.00 24.74%
5000 41.0
70.0 83.0
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 Benzene, (1-methyl-1-propen... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.676 1.66 ug/L 289756 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
2 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 80
Abundance Scan 3541 (12.675 min): VU056272.D\data.ms (-3529) (- | m/z 117.00 100.00%
117.0
5000
132.0 {L
—— —
509 91.0 ‘ 12.50 13.00
H_H‘_HW‘Hﬁu‘JHAHWHZﬁ?_HMLHWm‘WHH\HNWMHM‘ m/z 115.00  36.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
11v.0
132.0 Avm
5000 e A
12.50 13.00
91.0 m/z 132.08  26.49%
27.0f51.f)76.0”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0 A
P Py
12.50 13.00
5000 m/z 91.00 15.52%
91.0 1320
51.0
28.0 | 76,0
H_HW‘AMHHM‘HMHHMM‘WN_HWM‘WMHMWM‘HMMHV‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AM /\A
Abundance #16134: 1-Methyl-2-phenylcyclopropane ey =
117.0 12.50 13.00
m/z 118.00  10.28%
5000 132.0
91.0
51.0 ‘
200 1 L 780 e L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 Nonanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.881 1.49 ug/L 260258 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 68
2 Nonanal 142 CS9H180 000124-19-6 68
3 Nonanal 142 C9H180 000124-19-6 50
4 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 25
5 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 22

Abundance Scan 3605 (12.881 min): VU056272.D\data.ms (-3591) (-~ | m/z 56.95 100.00%

410 210
5000 119.0

‘ H 1250 13.00
\\\\‘\\\\“\\\\“‘\H\““ ‘ “‘\‘\\h\“}\\\‘\\ mZ 41.00 82.13%

miz-> 20 40 60 100 120 140
Abundance #22961.N0nana
41.0 57.0

5000
82.0 98.0 1250 1300
m/z 56.00 62.89%
L e
\\\\‘2\5‘\‘\\}1\\“ ‘\“\H\\ ‘\\\\‘}\\\‘\\
m/z--> 20 40 80 100 120 140
Abundance #22962.N0nana
57.0
41.0
1250 1300
5000 m/z 42.95 58.38%
82.0 0
1140
130 | || ‘\ M 1420
— ““““‘ ‘ ““““““
m/z--> 20 40 0 100 120 140
Abundance #22960: Nonanal
41.0 57.0 1250 1300

m/z 55.00 55.03%

5000
82.0
1140
150 ‘\ ‘ ‘\ H | 142.0
‘ Tt

miz--> 20 40 100 120 140 12:50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.020 1.03 ug/L 179563 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3648 (13.019 min): VU056272.D\data.ms (-3638) (- | m/z 118.95 100.00%
119.0
5000
91.0 1300
38.9 64.9 :
e b e e e 290 m/z 134.00 40.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 /\\ \J\\ T T T T T
13.00
91.0 m/z 90.95 17.45%
65.0
?‘?\?\‘\\\“‘\\‘\\“\‘\\\“\\‘!\‘\\\Ul\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
PN /\/M ‘
13 OO
5000 m/z 120.00 9.51%
1.0
39.0 @50
P Y Y I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- = A ‘/\‘ A I
119.0 13.00
m/z 77.00 8.27%
5000
91.0
39 0 65 O
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 o-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.441 1.39 ug/L 242058 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
Abundance Scan 3779 (13.441 min): VU056272.D\data.ms (-3764) (- | m/z 119.00 100.00%
119.0
5000 134.1
91.0 A=
0 O 0
reprrrrprrrprerferr it et m/z 134.05  38.71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
5000 ‘3‘6
134.0 13.5 .
91.0 m/z 91.00 18.34%
41.0 65.0
\\‘]_\\5\9\\H‘H\\"\\H‘\H\’\‘\‘\\‘\H‘\‘HH’\\H‘\W\\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
N, ﬁdkﬂj
134.0 1350
5000 ’ m/z 120.10 11.59%
91.0
‘w‘HWHM‘Hfi?qﬂuﬁﬁe‘HWMHWLHWHM,HMLH‘JMW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- ol T
119.0 13.50
m/z 117.00 10.58%
5000 134.0
39.0 550
: 65.0
B v AN P PR | AN R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 Benzo[c]thiophene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.203 0.76 ug/L 132524  1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 90
5 Thiazolidin-4-one, 5-benzylideno... 287 C13H9N30S2 351062-07-2 64
Abundance Scan 4016 (14.203 min): VU056272.D\data.ms (-4002) (- | m/z 134.00 100.00%
134.0
5000
89.0 1400 1450
a9 629 ‘ 107.9 | 14.00 14.50
\\\\‘\\\\’\‘\H\\“‘\‘\\\‘\\‘\\‘\‘\\\‘\\\}‘\\\\ m/z 89.09 14.0600
miz--> 20 40 60 80 100 120 140
Abundance #17519: Benzo[c]thiophene
134.0
5000 STAEY L S
14.00 14.50
m/z 135.00 10.23%
89.0
w90 030 7| om0 |
I L 1
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17521: Benzo[b]thiophene
134.0
R Y S
14.00 14.50
5000 m/z 90.00 9.37%
89.0
63 108.0
oS0 R0 LWL
miz--> 20 40 60 80 100 120 140
Abundance #17518: Benzo[b]thiophene e ——
134.0 14.00 14.50
m/z 62.90 7.57%
5000
89.0
67.0
S A O . AM’VJ\ A I
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111323\
Data File : VU@56272.D

Acqg On : 13 Nov 2023 23:43
Operator : MD/SY

Sample : 05371-13RE

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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|
Propane, 2-chloro- 2.451 0.6 ug/L 87079 1 6.245 715272 5.0
Isopropyl Alcohol 2.849 1.1 ug/L 150171 1 6.245 715272 5.0
Hexanal 8.785 0.5 ug/L 88867 2 9.412 887825 5.0
Octanal 11.682 0.6 ug/L 99275 3 11.807 873236 5.0
Benzene, 1,2,3-... 11.888 1.6 ug/L 282558 3 11.807 873236 5.0
1-Hexanol, 2-et... 12.061 1.0 ug/L 171408 3 11.807 873236 5.0
Benzene, (1-met... 12.676 1.7 ug/L 289756 3 11.807 873236 5.0
Nonanal 12.881 1.5 ug/L 260258 3 11.807 873236 5.0
Benzene, 1,2,4,... 13.020 1.0 ug/L 179563 3 11.807 873236 5.0
o-Cymene 13.441 1.4 ug/L 242058 3 11.807 873236 5.0
Benzo[c]thiophene  14.203 0.8 wug/L 132524 3 11.807 873236 5.0
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