LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110124\
Data File : VU@61376.D

Acq On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 32  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\SFAMUTR102324WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@61376.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.621 1024 1036 1062 rBV 66398 170992 1.03% 0.446%
2 5.052 1155 1170 1194 rBV 97490 218591 1.31% 0.570%
3 5.718 1358 1377 1389 rBV2 199572 521114 3.13% 1.359%
4 6.242 1527 1540 1573 rBV 196446 388567 2.33% 1.013%
5 6.682 1661 1677 1693 rBV 122730 241661 1.45% 0.630%
6 7.891 2037 2053 2065 rBV 246862 436532 2.62% 1.138%
7 7.962 2065 2075 2095 rVB 389126 669977 4.02% 1.747%
8 8.627 2268 2282 2319 rBV 263651 527922 3.17% 1.377%
9 9.409 2513 2525 2547 rBV 287669 482986 2.90% 1.260%
10 9.688 2595 2612 2630 rBvV 447377 747607 4.49% 1.950%
11 10.476 2845 2857 2880 rBV 201712 320678 1.92% 0.836%
12 11.016 3004 3025 3035 rBV 103042 169763 1.02% 0.443%
13 11.081 3035 3045 3061 rVB 169069 263646 1.58% 0.688%
14 11.283 3096 3108 3129 rBV 135370 234060 1.40% 0.610%
15 11.460 3150 3163 3180 rBvV 552072 843083 5.06% 2.199%

16 11.804 3256 3270 3285 rBV 307085 510749 3.07% 1.332%
17 11.885 3285 3295 3307 rVB 146268 225715 1.35% ©.589%
18 12.087 3340 3358 3377 rBV 10892569 16662580 100.00% 43.456%
19 12.184 3377 3388 3403 rVB 310302 513695 3.08% 1.340%
20 12.672 3528 3540 3560 rVB 470986 752584  4.52%  1.963%

21 12.917 3606 3616 3624 rBV 234065 354430 2.13% ©0.924%
22 13.016 3637 3647 3659 rBV 382170 760334  4.56%  1.983%
23 13.100 3667 3673 3688 rVB 145687 233330 1.40% 0.609%
24 13.283 3720 3730 3755 rVB 354826 558767 3.35% 1.457%
25 13.444 3763 3780 3792 rBV2 828102 1326720  7.96% 3.460%
26 13.618 3819 3834 3853 rVB2 190882 325273 1.95% ©.848%
27 14.077 3959 3977 3995 rBV 5394842 8610474 51.68% 22.456%
28 14.196 4005 4014 4032 rVB 384194 646677 3.88% 1.687%
29 15.216 4322 4331 4357 rVB 129802 236049 1.42% 0.616%
30 15.402 4378 4389 4416 rVB 220738 389050 2.33% 1.015%

Sum of corrected areas: 38343606
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU061376.D\data.ms
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le+07

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 1 Benzene, 1l-ethyl-2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.016 1.66 ug/L 169763 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3025 (11.016 min): VU061376.D\data.ms (-3004) (- m/z 105.00 100.00%
105.0
5000
120.0 M f\
50.9 76.9 91.0 ‘11‘.00‘ ]
37,9 7 63,8 ‘\\ ‘ Ll 9
O e e e e e e e m/z 120.00  29.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 j jJ\ ' /‘\ 1
120.0 11.00
m/z 76.90  11.82%
91.0
39.0 63.0 77"0 ‘
Ol e prrrprrrrltrer e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
105.0 M\ j\
T ‘ T T T T ‘
11.00
5000 m/z 90.95 11.40%
\\‘HH‘HH‘HH‘HH‘HHHH‘HH‘HH‘HH‘HH‘HHHH
m/z--> /\
Abundance #10726: Benzene, 1-ethyl-4-methyl- T e
m/z 106.00 9.34%
HHHH\‘\‘HH“\\\\“i\HH‘\‘H‘\HM“\\\\“}H\H‘\l\‘\\‘\‘\“\\\\ M \]\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.283 2.29 ug/L 234060 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 3108 (11.283 min): VU061376.D\data.ms (-3096) (- | m/z 105.00 100.00%

105.0
5000
120.0 M A
e
76.9 91.0 11.00 11.50
379 10 640 [ | ] .
Ol e e et m/z 120.00 30.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 \
120.0 11 00 11 50
m/z 91.00 2.90%
077 e300 SO
O v T
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
105.0 ﬂ
11 00 11 50
5000 m VA 76.90 12.89%

m/z 79.00 9.65%

\\‘HH‘HH‘HH‘HH‘HH\\\\‘HH‘HH‘HH‘HH‘HHHH
m/z--> /\
Abundance #10727: Benzene, 1-ethyl-4-methyl-

R I j\

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.884 2.21 ug/L 225715 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3295 (11.884 min): VU061376.D\data.ms (-3285) (- m/z 104.95 100.00%
105.0
5000 120.0 j\
— L ‘
50.9 710 910 11.50 12.00
37,9 717 639 | \ |
O bt ittt et el m/z 120.00  40.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 1200 ——— J\ 4
11.50 12.00
770 m/z 77.00 12.89%
51.0 7 91.0
Obrerrrer 20 o e80Tl
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
A‘ T T ‘ T
11.50 12.00
5000 m/z 91.00 11.09%
HHH\\\\‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘HHHH
m/z-->
Abundance #10715: Benzene, 1,2,3-trimethyl- ‘ I
m/z 119.00 9.28%
H\\\\‘\\\‘\‘\\\\“\\\\i‘\‘\\\‘\‘\‘\\‘\\\‘H‘H\\“\\H‘\Hl\‘\\‘\‘\“\\\\‘ ‘/\T
m/z-->
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\

Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 1Indane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.087 163.12 ug/L 16662600 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Indane 118 C9H1e 000496-11-7 91
3 Indane 118 C9H1e 000496-11-7 83
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
5 Deltacyclene 118 C9H1e 007785-10-6 72

Abundance Scan 3358 (12.087 min): VU061376.D\data.ms (-3340) (- m/z 117.00 100.00%
117.0
5000
91.0 R ‘
38.9 63.0 ‘ 12.00
Ol et bl et 13400 7 118,00 54.67%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 7 ‘
12.00
91.0 m/z 115.00 33.14%
39.0 63.0 ’
ob- 250 i il e
m/z--> 20 40 60 80 100 120 140
Abundance
117.0
U 1
12.00
5000 m/z 91.00 15.66%
\\\\\\\\\\\\‘\\\\‘\\\\\\\\\\\\\
m/z-->
Abundance #10178: Indane I I
m/z 63.00 7.68%
i \‘ i m | | “
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 5 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.672 7.37 ugl 752584  1,4-Dichlorobenzene-d4  11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 clem2 007525-62-4 91

2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
4 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86

Abundance Scan 3540 (12.672 min): VU061376.D\data.ms (-3528) (- m/z 116.95 100.00%
117.0
5000
132.0
—= —r
90.9
38.9 63.0 I “ 12.50 13.00
O e e e e e e e m/z 114.95 32.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0
12.50 13.00
91.0 m/z 132.00 27.65%
S T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
T ‘ T T ‘ T
12.50 13.00
5000 m/z 90.90 13.43%
H‘HH‘HH‘H\\‘H\\‘H\\‘H\\‘H\\‘\H\‘HH‘HH‘HH‘HH TTTT T
m/z-->
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
m/z 118.00 9.72%
TTTTTT H\‘\‘H\\‘H\\iH\\‘\m\\‘H\}‘\\\\“\\HH‘\‘H‘HH‘\HH‘\‘\H‘H \A
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 Benzofuran, 7-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.917 3.47 ug/L 354430 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
2 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 91
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
Abundance Scan 3616 (12.917 min): VU061376.D\data.ms (-3606) (- m/z 130.90 100.00%
130.9
5000
50.9 77.0 103.0
P N
Obrpreerrrrrr ot elber oty b vl et m/z 131,90 88.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000
51.0 13.00
77.0 1030 m/z 76.95 22.79%
27.0 ‘ ‘
o"""wHmHul“""‘m‘“‘1““_1‘:1_””” | S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
131.0 A
S
103.0 1300
5000 m/z 102.95 22.10%
H‘HH HH‘HH‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH TTTTTT
m/z--> /\ /\
Abundance #16660: Benzofuran, 2-methyl- ra ‘ L
m/z 50.90 20.69%
RN il Al \‘\ | M\ J\\
TTITTTT T T T [TTITT HH‘HH‘HH‘HH‘HH HH‘HH‘HH HH‘HH‘\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35

Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 7 Benzofuran, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.016 7.44 ug/L 760334 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 93
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 87
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 87

Abundance Scan 3647 (13.016 min): VU061376.D\data.ms (-3637) (- m/z 130.90 100.00%
130.9
5000
500 10 1040
N
R uu ‘ “!u “w Ay phasD e myz 131005 84.12%
m/z--> 20 100 120 140
Abundance #16663.Benzoﬂnan,74nemyh
132.0
5000
51.0 13.00
77.0 103.0 m/z 76.95 25.54%
27.0 ‘ H
mlz--> 20 80 100 120 140
Abundance
131.0 j\ J\
M
13 00
5000 m z 50.90 20.36%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->
Abundance #16665: Benzofuran, 2-methyl-
m/z 119.00  20.35%
\\\‘\“\\\““\\“1\“‘\“\\H}“‘\\‘\\“l\\\ T \‘\\ /\M K
m/z-->

SFAMUTR102324WMA.M Tue Nov @5 13:26:16 2024

Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 8 Cinnamaldehyde, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.100 2.28 ug/L 233330 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 90
Abundance Scan 3673 (13.100 min): VU061376.D\data.ms (-3667) (- m/z 130.90 100.00%
130.9
5000
102.9
77.0
50.9 ‘ 13.00 13.50
Ot bl 1481 131 90 70, 95%
miz--> 20 40 60 80 100 120 140
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000
13.00 13.50
m/z 102.90  22.57%
510 770 1030 /
220 | | |
o““‘m‘M‘M‘l‘um‘w“u“ul“““V““‘
m/z--> 20 40 60 80 100 120 140
Abundance
131.0
/\\ T ‘ T T /\\ T ‘ 1
13.00 13.50
5000 m/z 76.95 18.56%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #16655: Cinnamaldehyde, (E)-
m/z 50.90 13.08%
T \\\‘\‘\\\\ /\ JU\/\J\ ‘/\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 9 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.283 5.47 ug/L 558767 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1leH12 002039-89-6 96
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
Abundance Scan 3730 (13.283 min): VU061376.D\data.ms (-3720) (- m/z 117.00 100.00%
117.0
5000 1520 A
——
509 0 91.0 ‘ 13.00 13. 50
Obrrprrrrrrereedreetbrr e P42l Ll w2 132,00 38.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 ﬁ
5000
91.0 13 00 13 50
510 m/z 114.90  29.52%
27.0 ‘ ‘
0 H‘W‘m‘ww“w}‘m I MPw‘mwmwmlw!‘_‘”w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
13.00 13.50
5000 m/z 131.00 20.95%
H‘HH‘HH‘HH‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH TT
miz--> ﬁ
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- ‘ I R e
m/z 90.95 13.67%
IR T PR P ‘\ J\\
TT HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35

Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 10 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.444  12.99 ug/L 1326720 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1leH12 002039-89-6 96
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1lOH12 000768-00-3 90
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90

Abundance Scan 3780 (13.444 min): VU061376.D\data.ms (-3763) (- | m/z 116.95 100.00%
117.0
5000
132.0 /\
51.0 749 910 ‘ 13.50
o‘wH‘WHH_‘J_HWMHWMM‘Hﬁ_u‘_uwu‘wuﬂ_‘wmhw“ m/z 132.00  37.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 j\
5000 T
91.0 13.50
510 m/z 114.95 29.48%
27.0 ‘
0 H‘W‘m‘ww“w}‘m I MPw‘mwmwmlw!‘_‘”w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
13.50
5000 m/z 130.95 18.18%
H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH TT
m/z-->
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
m/z 90.95 15.19%
TT /\/\\ //\\ﬁ\/\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 11 1H-Indene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.618 3.18 ug/L 325273 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1-methyl- 130 CleH1e 000767-59-9 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 2-Methylindene 130 C10H10 002177-47-1 95
4 Benzene,1-methyl-1,2-propadienyl- 130 CleH1e 022433-39-2 95
5 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1l0H10 034324-40-8 95

Abundance Scan 3834 (13.618 min): VU061376.D\data.ms (-3819) (- | m/z 114.85 100.00%
114.8 129.9

5000

90.9

38‘.9 | 630 76.9 13.50 14.00
\

‘_‘H‘Hw‘HH‘MHVNVwwﬂhuthuwwanJM‘mknu‘_ m/z 129.95  95.21%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0 A
A NUL

5000
13.50 14.00
m/z 128.95 79.84%

o

51.0
64.0 770 102.0

0“‘2‘7"?‘”;“HH}‘mHMH‘HM‘:MH““HH‘MWHMHM‘mw
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140
Abundance
130.0
115.0 ‘ ‘ ‘ ‘
13ﬁ50 14.‘00
5000 m/z 104.00 42.93%
N RN RN AR R AR RN N N L RA RN RARRR RARRRE
m/z--> /\
Abundance #15022: 2-Methylindene /\ " ‘

m/z 128.00  42.33%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 12 1H-Indene, 1-methylene- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.077  84.29 ug/L 8610470 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3977 (14.077 min): VU061376.D\data.ms (-3959) (- m/z 128.00 100.00%
128.0
5000
14.00 |
51.0 739 101.9 :
0 W““39-‘9”";MWMMW\‘:‘;_Hu_H‘Mmwwt“w‘lﬁ‘?-?” m/z 127.00  13.09%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
5000 o :
14.00
m/z 129.00 10.89%
60 7o O
O b e T R e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
128.0
T \
14.00
5000 m/z 101.90 8.67%
\‘\\\\‘\\H‘H\\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH HH‘HH‘H\
m/z-->
Abundance #13684: Naphthalene I I
m/z 125.90 7.56%
‘ I TN TR ‘ \‘ \“
\‘\\\\‘\\H‘H\\‘\\H‘H\\‘\\H‘HH‘HH‘HH‘HH‘\H ‘HH‘HH‘H\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110124\
Data File : VU@61376.D

Acqg On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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 13 Benzo[c]thiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.196 6.33 ug/L 646677 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
Abundance Scan 4014 (14.196 min): VU061376.D\data.ms (-4005) (- m/z 133.90 100.00%
133.9
5000
—— ——
449 629 8?'9 107.9 | 14.00 14.50
Ot b U L m/z 88.90 12.09%
miz--> 20 40 60 80 100 120 140
Abundance #17519: Benzolc]thiophene
134.0
5000 S —r—
14.00 14.50
m/z 134.85 9.99%
89.0
450 630 1080 |
o e e
m/z--> 20 40 60 80 100 120 140
Abundance
134.0
T ‘ T T ‘ T
14.00 14.50
5000 m/z 90.00 8.20%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
Abundance #17522: Cyclopenta[c]thiapyran ‘ /\ I
m/z 62.90 6.50%
\\\\\\\\‘\‘\‘\\“‘\‘\‘\\“\\\\“\1\\\\\‘M‘\
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110124\
Data File : VU@61376.D

Acq On : 01 Nov 2024 21:35
Operator : MD/SY

Sample : P4625-11

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.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-ethy... 11.016 1.7 wug/L 169763 3 11.804 510749 5.0
Benzene, 1-ethy... 11.283 2.3 ug/L 234060 3 11.804 510749 5.0
Benzene, 1,2,3-... 11.884 2.2 wug/L 225715 3 11.804 510749 5.0
Indane 12.087 163.1 wug/L 16662600 3 11.804 510749 5.0
Benzene, 1-ethe... 12.672 7.4 wug/L 752584 3 11.804 510749 5.0
Benzofuran, 7-m... 12.917 3.5 wug/L 354430 3 11.804 510749 5.0
Benzofuran, 2-m... 13.016 7.4 ug/L 760334 3 11.804 510749 5.0
Cinnamaldehyde,... 13.100 2.3 wug/L 233330 3 11.804 510749 5.0
Benzene, 2-ethe... 13.283 5.5 wug/L 558767 3 11.804 510749 5.0
Benzene, 1l-ethe... 13.444 13.0 ug/L 1326720 3 11.804 510749 5.0
1H-Indene, 1-me... 13.618 3.2 ug/L 325273 3 11.804 510749 5.0
1H-Indene, 1-me... 14.077 84.3 wug/L 8610470 3 11.804 510749 5.0
Benzo[c]thiophene  14.196 6.3 ug/L 646677 3 11.804 510749 5.0
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