LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82923\
Data File : VU@54956.D

Acqg On : 29 Aug 2023 14:55
Operator : MD/SY

Sample : 04158-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 15 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\SFAMUTRO82823WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@54956.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.518 65 71 79 rBvV2 7707 10610 1.40% 0.187%
2 1.596 89 95 108 rVB 35209 41268 5.46% 0.728%
3 1.686 116 123 134 rVB 17284 21420 2.84% 0.378%
4 1.908 185 192 206 rVB 46465 60706 8.04% 1.071%
5 2.563 385 396 409 rBV 74254 120289 15.93% 2.121%
6 2.637 409 419 437 rW 13361 27256 3.61% 0.481%
7 3.043 535 545 555 rVB4 4739 9230 1.22% 0.163%
8 3.187 576 590 602 rBv2 4328 9535 1.26% 0.168%
9 4.628 1026 1038 1069 rBV2 114996 321785 42.60% 5.675%
10 5.059 1158 1172 1194 rBV 106649 240287 31.81% 4.238%
11  5.724 1359 1379 1403 rBvV2 198928 527367 69.82% 9.301%
12 6.248 1529 1542 1561 rBV 222475 436852 57.84% 7.704%
13  6.689 1664 1679 1696 rBV 138092 276443 36.60% 4.875%
14 7.566 1940 1952 1966 rBV3 55897 105064 13.91% 1.853%
15 7.798 2014 2024 2037 rBV5S 5162 10112 1.34% 0.178%
16 7.898 2042 2055 2069 rBV 238140 416937 55.20% 7.353%
17 7.968 2069 2077 2094 rVB 28051 52366 6.93% 0.924%
18 8.181 2131 2143 2160 rBvV2 33439 60466 8.01% 1.066%
19 8.634 2269 2284 2316 rBV2 348676 755319 100.00% 13.321%
20 9.415 2514 2527 2546 rBvV 316745 545737 72.25% 9.625%
21  9.955 2682 2695 2707 rBV3 7973 15149 2.01% 0.267%
22 10.119 2732 2746 2754 rBV5S 7665 16856 2.23% 0.297%
23 10.756 2931 2944 2959 rBV 123572 198429 26.27% 3.500%
24 10.894 2974 2987 2997 rBV3 5622 9399 1.24% 0.166%
25 11.479 3157 3169 3184 rBV7 8586 18245 2.42% 0.322%
26 11.811 3260 3272 3288 rBV 357188 571181 75.62% 10.074%
27 12.061 3341 3350 3364 rBV3 12502 24578 3.25% 0.433%
28 12.193 3378 3391 3410 rVB 279362 466089 61.71%  8.220%
29 12.566 3496 3507 3525 rBV2 50845 83916 11.11% 1.480%
30 13.213 3697 3708 3724 rBV4 10755 19461 2.58% 0.343%
31 13.676 3841 3852 3864 rBV8 5940 14520 1.92% 0.256%
32 14.0974 3967 3976 3989 rBvVS8 4016 10487 1.39% 0.185%
33 14.209 4008 4018 4029 rBV3 44576 65831 8.72% 1.161%
34 14.341 4050 4059 4069 rvB4 13392 19951 2.64% 0.352%
35 14.573 4120 4131 4146 rVB2 4833 8381 1.11% 0.148%
36 14.740 4174 4183 4195 rVB 52275 78582 10.40% 1.386%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82923\
Data File : VU@54956.D

Acqg On : 29 Aug 2023 14:55
Operator : MD/SY

Sample : 04158-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 15 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\SFAMUTRO82823WMA.M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 5670104
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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\VU@082923\

: VU@54956.D

: 29 Aug 2023 14:55

: MD/SY

: 04158-09

: 25.0mL/MSVOA_U/WATER

: 15  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@82823WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082923\
Data File : VU@54956.D

Acqg On : 29 Aug 2023 14:55
Operator : MD/SY

Sample : 04158-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@82823WMA.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 Benzene, (2-chloroethenyl)-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.566 0.73 ug/L 83916 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-chloroethenyl)-, (Z)- 138 C8H7Cl 004604-28-8 94
2 Benzene, (2-chloroethenyl)- 138 C8H7C1 000622-25-3 94
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 138 C8H7C1 061599-88-0 93
4 Benzene, (2-chloroethenyl)-, (E)- 138 C8H7C1 004110-77-4 91
5 Benzene, (1-chloroethenyl)- 138 C8H7C1 000618-34-8 91
Abundance Scan 3507 (12.566 min): VU054956.D\data.ms (-3496) (- | m/z 103.00 100.00%
103.0
5000 137.9
76.9
50.9 UL \
6.8 ‘ ‘ 12.50
0brrerr ol e el myz 137,90 39.93%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20130: Benzene, (2-chloroethenyl)-, (2)-
103.0
138.0
5000 4 :
51.0 77.0 12.50
m/z 76.90 30.00%
OH‘%Z\.‘C)H\M‘HH[!‘H\H‘\H“\HH‘HH‘HH“MH‘\\H‘HH‘HH“\H\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20124: Benzene, (2-chloroethenyl)-
103.0 A ﬂ\
138.0 L N A
12.50
5000 51.0 77.0 m/Z 50.90 19.67%
O 20 bt e 3239 L
m/z--> 20 30 40 50 60 70 80 90 100110120130140 ﬂ\ A\
Abundance #20132: Bicyclo[4.2.0]octa-1,3,5-triene, 7-chloro- e
103.0 12.50
m/z 101.90 13.48%
138.0
5000
77.0
51.0
L A )
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082923\
Data File : VU@54956.D

Acqg On : 29 Aug 2023 14:55
Operator : MD/SY

Sample : 04158-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@82823WMA.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 3 Cyclohexanemethanol, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.209 0.58 ug/L 65831 1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, 2-methyl- 128 C8H160 002105-40-0 50
2 Thiophene-2-acetic acid, dodec-9... 306 C18H2602S 1000282-82-8 47
3 Trichloroacetic acid, 1-cyclopen... 258 C9H13C1302 1000282-57-1 47
4 Cyclopentane, (1-methylbutyl)- 140 C10H20 004737-43-3 43
5 2-Pentene, 1-bromo-3,4-dimethyl- 176 C7H13Br 000922-99-6 43

Abundance Scan 4018 (14.209 min): VU054956.D\data.ms (-4008) (- | m/z 97.00 100.00%
55.0
5000
139.9 176.0 14.00 14.50
0 Wlw Il 208 m/z 54.95  82.39%
m/z--> 50 100 150 200 250 300
Abundance #14478: Cyclohexanemethanol, 2-methyl-
55.0
97.0 /\
5000 WA‘”[\\“\ v \’MW"/\\ iy
14.00 14.50
m/z 69.00  65.31%
O T “H L“ ‘H‘\ m\ ‘\h \“‘ !1\28\.0\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #206861: Thiophene-2-acetic acid, dodec-9-ynyl ester
97.0 A
\‘Am/‘/‘/‘\/\/\‘/‘“‘!\ g ‘/m‘ Loin
14.00 14.50
5000 55.0 m/z 40.90 58.20%
‘ 142.0
ol il "w‘ \\H; \‘;h\ ‘\‘M‘ i ‘\L ” “‘ — ]‘_9}_}.‘0‘ . ‘2‘6‘0"0‘ ‘3?6‘"
miz—-> 50 100 150 200 250 300 A, /\
Abundance #146333: Trichloroacetic acid, 1-cyclopentylethyl ester M\W”“Q* A ”WA
97.0 14.00 14.50
55.0
m/z 38.90 39.92%
5000
02200 ) Ll | 180 2010
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082923\
Data File : VU@54956.D

Acqg On : 29 Aug 2023 14:55
Operator : MD/SY

Sample : 04158-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR@82823WMA.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 4 Benzaldehyde dimethyl acetal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.740 0.69 ug/L 78582  1,4-Dichlorobenzene-d4 11.811
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 53
2 Benzeneacetic acid, .alpha.-meth... 166 C9H1003 007021-09-2 47
3 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 47
4 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 47
5 (R)-(-)-.alpha.-Methoxyphenylace... 166 C9H1003 003966-32-3 47

Abundance Scan 4183 (14.740 min): VU054956.D\data.ms (-4174) ( | m/z 120.95 100.00%
121.0
5000
76.9 — —
50.9 ‘ 14.50 15.00
181.9
OFrrrprrr by i AR 2070 0 sz 115,00 40.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30187: Benzaldehyde dimethyl acetal
121.0
5000 ‘
14.50 15.00
77.0 m/z 76.90 24.95%
Jso S| s
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\!\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42281: Benzeneacetic acid, .alpha.-methoxy-, (.+/-.)-
121.0
o \A ‘ \‘ T ‘ T
14.50 15.00
5000 m/z 90.90 14.98%
77.0
0 29.0\ 5]‘"0 L Ml 11 ‘\ ‘
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54510: Benzeneacetic acid, .alpha.-methoxy-, methyl es Bt ——
121.0 14.50 15.00
m/z 146.90 12.93%
5000
77.0
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82923\
Data File : VU@54956.D

Acqg On : 29 Aug 2023 14:55
Operator : MD/SY

Sample : 04158-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO82823WMA.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|
Benzene, (2-chl... 12.566 0.7 ug/L 83916 3 11.811 571181 5.0
Cyclohexanemeth... 14.209 0.6 ug/L 65831 3 11.811 571181 5.0
Benzaldehyde di... 14.740 0.7 ug/L 78582 3 11.811 571181 5.0
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