LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61112.D

Acqg On : 11 Oct 2024 12:35
Operator : MD/SY

Sample : P4380-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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: VU@61112.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.583 82 91 107 rBV3 148678 251143 1.52% 1.031%
2 1.727 127 136 146 rVB 153698 189588 1.15% 0.779%
3 2.560 383 395 408 rVB 102591 166452 1.01% ©0.684%
4 2.676 409 431 451 rBV2 105515 340139 2.06% 1.397%
5 5.052 1155 1170 1192 rBV 104340 241281 1.46% 0.991%
6 5.718 1355 1377 1384 rBV2 200089 507600 3.08%  2.085%
7 5.763 1384 1391 1427 rVB 266240 570983  3.47%  2.345%
8 6.242 1528 1540 1564 rBV 192350 377127  2.29%  1.549%
9 6.682 1664 1677 1692 rBV 125010 246083 1.49% 1.011%
10 7.891 2040 2053 2065 rBV 244403 438014 2.66% 1.799%
11  7.962 2065 2075 2094 rVB 262359 460217 2.79% 1.890%
12 8.628 2271 2282 2314 rBV 290065 609978 3.70% 2.505%
13 9.409 2513 2525 2545 rBvV 271470 466932 2.83% 1.918%
14  9.685 2598 2611 2628 rBV 164512 282980 1.72% 1.162%
15 10.094 2724 2738 2760 rBV 104078 181548 1.10% 0.746%
16 11.804 3257 3270 3286 rVB 298674 503979 3.06% 2.070%
17 12.084 3338 3357 3376 rBV3 82756 220276 1.34% 0.905%
18 12.184 3377 3388 3414 rVB 267807 446454  2.71%  1.834%
19 12.306 3414 3426 3437 rBV 180857 299844 1.82% 1.232%

20 14.077 3959 3977 4001 rBV 10376481 16477505 100.00% 67.677%

21 14.200 4005 4015 4034 rVB 128855 225378 1.37% ©0.926%
22 15.212 4319 4330 4355 rVB 320293 517049 3.14%  2.124%
23 15.402 4377 4389 4414 rVB 196408 326866 1.98% 1.343%

Sum of corrected areas: 24347416
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

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

: VUe61112.D

: 11 Oct 2024 12:35

: MD/SY

: P4380-06

: 25.0mL/MSVOA_U/WATER

: 9 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR100124WMA .M
: TRACE VOA SFAM1.0

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

Abundance
1e+07

8000000

6000000

4000000

2000000

o

TIC: VU061112.D\data.ms

1.588727 2586576 5.052 55163 6.242 6.68

Time-->

\\‘\\H‘l_r/\\\‘\\\\‘\\\\‘H\\‘\H’\\[T’\\\\|\\\\‘\\\\‘H\\‘\H\‘\\H‘\\\\‘\\\\‘H\\‘\H\‘\\H‘\\\\‘T\H\‘HH‘HH‘HH‘H—!—!TWH i
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
1e+07

8000000

6000000

4000000

2000000

TIC: VU061112.D\data.ms

0
Time-->

. 2 8.628 9.409 11.804
b 100 535 o0 e

T M T — 4 — T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
1e+07

8000000

6000000

4000000

2000000

Time-->

TIC: VU061112.D\data.ms
14.077

2.306 L-ZOO 15.21% 402

T T L N \‘\\17/\\‘\ L - ™ 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\VU101124\
Data File : VU@61112.D

Acqg On : 11 Oct 2024 12:35
Operator : MD/SY

Sample : P4380-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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 7
R.T. EstConc Area Relative to ISTD R.T.
12.084 2.19 ug/L 220276  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 90
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 81
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
Abundance Scan 3357 (12.084 min): VU061112.D\data.ms (-3338) (- | m/z 117.10 100.00%
117.1
5000 ]\ /\
57.0 91.0 \\\‘\\\A\‘
\ ‘ 134.0 12.00
om,‘m_m,‘HM‘;‘Hw\‘:‘mw:,um‘www\w,m_ m/z 118.00  52.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0
5000 S :
12.00
m/z 115.00  33.64%
37.0 58.0 910 ‘ /
O\H’HH‘\H‘\’\H\‘HHHHH‘M\‘H‘HH’HH‘\H\‘H\\‘Hl\“\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
12.00
5000 m/z 91.00 19.01%
390 630 10
O b b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ ﬁ\ﬂ
Abundance #10180: Indane /\‘ Pk L
117.0 12.00
m/z 57.05 17.64%
5000
39.0 430 91.0 ‘
0‘H,HuwdtwHm‘uwmm‘muw‘ﬂwuﬁyHWH‘WHLM‘HMHW‘ -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61112.D

Acqg On : 11 Oct 2024 12:35
Operator : MD/SY

Sample : P4380-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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 4
R.T. EstConc Area Relative to ISTD R.T.
12.306 2.97 ug/L 299844  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Indene 116 C9H8 000095-13-6 94
3 Indene 116 C9HS8 000095-13-6 94
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91
Abundance Scan 3426 (12.306 min): VU061112.D\data.ms (-3414) (- | m/z 114.95 100.00%
115.0
L &
650 s0.0 VAW ———
39.0 ! . 1341 12.00 12.50
Ot reprerepreetprr e e peberp et el - 3351 myz 116,00 95.28%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9543: Indene
116.0
5000 — ——
12.00 12.50
m/z 63.00 14.68%
39.0 63‘-0 89.0 |
0 H‘HM‘H\1“\\\\i‘u\‘Ml\‘u‘\1‘\\‘HM“HH‘HH‘\‘} REREERERERRE!
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9541: Indene
116.0
w b
12.00 12.50
5000 m/z 89.00 13.62%
39.0 63.0 89.0
) S TRV FRNWR NSRS NSNS
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 \ /\
Abundance #9542: Indene o A —
116.0 12.00 12.50
m/z 117.00 8.94%
5000
39.0 63.0 89.0 \ A
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\VU101124\
Data File : VU@61112.D

Acqg On : 11 Oct 2024 12:35
Operator : MD/SY

Sample : P4380-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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 4 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.078 163.47 ug/L 16477500  1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 94
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3977 (14.077 min): VU061112.D\data.ms (-3959) (- m/z 128.05 100.00%
128.1
5000 /\\
T \
10 740 102.0 | 14.00
Obrerre 388 i 1460 s 107,10 13.16%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13684: Naphthalene
128.0
5000 — :
14.00
1020 m/z 129.05 11.08%
51.0 74.0 ‘ ‘
0 \‘\\zﬁl‘(\)\H“H\\HH\\‘}HH‘\UM‘\H‘\‘\HH‘!H\‘HH’H}“HH’HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
T \
14.00
5000 m/z 102.00 9.60%
51.0 75.0 10‘2-0 l
O+ e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13683: Naphthalene 1t
128.0 14.00
m/z 51.00 8.11%
5000
510 770 1020 I
O e e e Co
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101124\
Data File : VU@61112.D

Acqg On : 11 Oct 2024 12:35
Operator : MD/SY

Sample : P4380-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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 6
R.T. EstConc Area Relative to ISTD R.T.
14.200 2.24 ug/L 225378 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 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 90
Abundance Scan 4015 (14.200 min): VU061112.D\data.ms (-4005) (- | m/z 134.00 100.00%
134.0
5000
—— —
449 630 851-0 108.0 14.00 14.50
Obrrrrrrrretrbreprr btk el m/z 89,00 12.61%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17519: Benzo[c]thiophene
134.0
5000 e A —
14.00 14.50
m/z 135.00 9.58%
89.0
480 O30 L. 80
0 \‘\H\‘HH‘HHi‘\H\‘M\\‘HHHH\|\‘H\H\H|HH‘HH|\ ARRAR
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17518: Benzo[b]thiophene
134.0
—— —
14.00 14.50
5000 m/z 89.95 8.82%
89.0
oL 270 480 OTO T 1080
T A e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17522: Cyclopenta[c]thiapyran 1 T
134.0 14.00 14.50
m/z 63.00 7.53%
5000
89.0
S A T It S |
O Frprr e e e T 1t T
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 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@61112.D

Acqg On : 11 Oct 2024 12:35
Operator : MD/SY

Sample : P4380-06

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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|
Indane 12.084 2.2 ug/L 220276 3 11.804 503979 5.0
Indene 12.306 3.0 ug/L 299844 3 11.804 503979 5.0
Azulene 14.078 163.5 ug/L 16477500 3 11.804 503979 5.0
Benzo[c]thiophene  14.200 2.2 wug/L 225378 3 11.804 503979 5.0
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