LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61110.D

Acqg On : 11 Oct 2024 11:46
Operator : MD/SY

Sample : P4380-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 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\SFAMUTR100124WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VUe61110.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.714 1357 1376 1385 rBV2 206206 511834 1.26% 0.982%
2 7.891 2042 2053 2064 rBV 249308 432919 1.07% 0.831%
3  7.962 2064 2075 2111 rVB 386535 683276 1.68% 1.311%
4 8.627 2271 2282 2300 rBV 270876 530222 1.30% 1.017%
5 9.409 2512 2525 2545 rBV 278926 473346 1.16% ©.908%
6 9.685 2598 2611 2650 rVB 336610 576105 1.42% 1.105%
7 10.094 2726 2738 2768 rVB 260571 456760 1.12% 0©.876%
8 11.460 3152 3163 3169 rBV 316317 497534  1.22% ©.955%
9 11.804 3257 3270 3284 rVB2 321095 614285 1.51% 1.179%
10 11.884 3284 3295 3308 rVB 271219 422272 1.04% 0.810%
11 12.087 3340 3358 3376 rBV2 267164 499692 1.23% 0.959%
12 12.184 3376 3388 3408 rVB 319641 530198 1.30% 1.017%
13 12.302 3412 3425 3439 rBV 1617486 2540582 6.25% 4.875%

14 14.081 3960 3978 4003 rBV2 24628601 40641223 100.00% 77.985%
15 14.196 4003 4014 4031 rVB 457237 745036  1.83% 1.430%

16 15.212 4319 4330 4357 rVB 782742 1250957 3.08%  2.400%
17 15.399 4376 4388 4402 rBV 435776 708168 1.74%  1.359%

Sum of corrected areas: 52114409
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\

: VUe61110.D

: 11 Oct 2024 11:46

: MD/SY

: P4380-12

: 25.0mL/MSVOA_U/WATER

: 7 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.M
: 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\VU101124\
Data File : VU@61110.D

Acqg On : 11 Oct 2024 11:46
Operator : MD/SY

Sample : P4380-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.884 3.44 ug/L 422272  1,4-Dichlorobenzene-d4 11.804
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, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3295 (11.884 min): VU061110.D\data.ms (-3284) (- | m/z 105.00 100.00%
105.0
5000 120.1
390 630 77‘-0 91.0 11.50 12.00
Ol e bl myz 120010 41.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
5000 1200 — .
11.50 12.00
770 m/z 76.95 13.32%
51.0 " 91.0
O \\’\\\\’\2\\7\.?\\\\"\\\\"‘\‘\\\“6\4\”.19‘\\\‘1“\\H“\H\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 M
11.50 12.00
m/z 91.00 10.48%
5000 1200 /
39.0 77.0 91.0
0\\&?%\J”\HLHHwhwﬁ%e|uhhouuuphhpmwwuw
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl- — =
105.0 11.50 12.00
m/z 119.10 9.49%
120.0
5000
39.0 77.0 91.0 j\ /\
BT iV o T Y N L1V 09 V)
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61110.D

Acqg On : 11 Oct 2024 11:46
Operator : MD/SY

Sample : P4380-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.087 4.07 ug/L 499692  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
5 Indane 118 C9H1e 000496-11-7 81
Abundance Scan 3358 (12.087 min): VU061110.D\data.ms (-3340) (- | m/z 117.10 100.00%
117.1
oo 10 T
39.0 .
0l J““Jmu”“” A By 118018 54.02%
m/z--> 20 40 60 100 120 140
Abundance #10179.Indane
117.0
5000 s ‘
12.00
m/z 115.00 32.77%
39.0 580 910 ‘ /
O\\J-\3\O‘\‘\\\‘\\\\“‘\‘\7\4.\‘\\\\\\\“‘\\\\‘\
miz-> 20 40 60 100 120 140
Abundance #10181.Indane
117.0
T T
12.00
5000 m/z 91.00 17.83%
91.0
39.0 63.0
o280 it e
miz--> 20 40 60 80 100 120 140 M
Abundance #10198: Benzene, cyclopropyl- Le = o
117.0 12.00
m/z 63.00 9.03%
5000 910
39.0 65.0
A N N
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61110.D

Acqg On : 11 Oct 2024 11:46
Operator : MD/SY

Sample : P4380-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Indene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.303 20.68 ug/L 2540580 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 C9H8 000095-13-6 95
3 Indene 116 C9HS8 000095-13-6 94
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 3-Methylphenylacetylene 116 CSH8 000766-82-5 91
Abundance Scan 3425 (12.302 min): VU061110.D\data.ms (-3412) (- | m/z 115.00 100.00%
115.0
5000
390 030 890 12.00 12! 50
b et bbb et el A38L ns7 116,10 94.03%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9541: Indene
116.0
5000
1200 1250
m/z 63.00 4.25%
39.0 63.0 89.0
OH‘HH‘HH‘HH‘H\‘HM\H‘HH‘HH“HH‘HH‘H‘\‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9543: Indene
116.0
1200 1250
5000 m/z 89.00 3.47%
39.0 670 89.0 |
Y Y ] W Rt | E—
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9542: Indene
116.0 1200 1250
m/z 117.10 4%
5000
390 63.0 89.0
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUu101124\
Data File : VUe61110.D

Acqg On : 11 Oct 2024 11:46

Operator : MD/SY

Sample : P4380-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 4 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.081 330.80 ug/L 40641200 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 96
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10HS8 000091-20-3 94
4 Azulene 128 C10HS8 000275-51-4 91
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
Abundance Scan 3978 (14.081 min): VU061110.D\data.ms (-3960) (- | m/z 128.05 100.00%
128.1
5000 ﬂ
SN N w““ ol 148147 127,10 18.56%
miz-> 20 40 60 80 100 120 140
Abundance #13681: Azulene
128.0
5000 — :
14.00
102.0 ITI/Z 129.05 15.80%
28.0 | 75.0 \ I
O\\\\‘\‘1\\“‘\\M\“‘H\\H““\\\\“‘\\\\‘\‘\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #13684: Naphthalene
128.0
L
14.00
5000 m/z 102.00 13.76%
51.0 74.0 102.0 ‘
o N I Y O A | N
miz--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene 7
128.0 14.00
m/z 51.00 11.48%
5000
51.0 75.0 10%0 w
O i
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\VU101124\
Data File : VU@61110.D

Acqg On : 11 Oct 2024 11:46
Operator : MD/SY

Sample : P4380-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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 Benzo[c]thiophene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.196 6.06 ug/L 745036  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 80
Abundance Scan 4014 (14.196 min): VU061110.D\data.ms (-4003) (- m/z 133.95 100.00%
133.9
5000
— —
449 630 “ 108.0 | 14.00 14.50
Obrrprrrprrettprretrreiph i ptdbe el m/z 89.08 0 13.31%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17519: Benzo[c]thiophene
134.0
5000 — ——
14.00 14.50
m/z 135.00 9.74%
s0 630 7 om0
0\\‘H\\‘HH‘HH‘\\HHH\‘HH‘HH‘HH‘HH‘HH’HH‘\}\‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17518: Benzo[b]thiophene
134.0
—— —
14.00 14.50
5000 m/z 90.00 9.46%
89.0
270 450 670 | 1080 |
A Ea L B e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17520: Benzo[b]thiophene — —
134.0 14.00 14.50
m/z 63.00 8.13%
5000
89.0
26.0 \45\0 ?7‘.\0 H 10\80 ‘\
O brrprerrp et e e e e T —
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61110.D

Acqg On : 11 Oct 2024 11:46
Operator : MD/SY

Sample : P4380-12

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA.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, 1,2,3-... 11.884 3.4 ug/L 422272 3 11.804 614285 5.0
Indane 12.087 4.1 ug/L 499692 3 11.804 614285 5.0
Indene 12.303 20.7 ug/L 2540580 3 11.804 614285 5.0
Azulene 14.081 330.8 ug/L 40641200 3 11.804 614285 5.0
Benzo[c]thiophene 14.196 6.1 ug/L 745036 3 11.804 614285 5.0
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