LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110524\
Data File : VU©61485.D

Acq On : 06 Nov 2024 05:31
Operator : MD/SY

Sample : P4714-04

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 44 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@61485.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.596 82 95 110 rBv2 109863 236768 24.24% 3.434%
2 1.727 132 136 144 rVB 18312 19170 1.96% 0.278%
3 1.907 186 192 215 rVB 75431 114101 11.68% 1.655%
4 2.560 384 395 412 rBV 123610 203258 20.81% 2.948%
5 3.692 735 747 762 rVB5 5557 13135 1.34% 0.190%
6 4.624 1027 1037 1065 rBV 74601 194231 19.88% 2.817%
7 5.052 1156 1170 1199 rBV 107184 243214 24.90% 3.527%
8 5.718 1357 1377 1403 rBv2 225815 587096 60.10% 8.514%
9 6.242 1524 1540 1573 rBV 184434 358623 36.71% 5.201%
10 6.682 1664 1677 1707 rBV 133164 266111 27.24% 3.859%
11 7.560 1939 1950 1976 rBV 58363 109526 11.21% 1.588%
12 7.891 2041 2053 2070 rBV 281257 500587 51.25% 7.260%
13 7.965 2071 2076 2094 rVB2 10024 17403 1.78% 0.252%
14 8.174 2131 2141 2167 rBV 32309 59150 6.06% 0.858%
15 8.627 2271 2282 2315 rBV 284455 562522 57.59% 8.158%
16 9.412 2514 2526 2550 rBvV 256317 444837 45.54% 6.451%
17 9.566 2563 2574 2592 rVB 12134 20829 2.13% 0.302%
18 9.689 2599 2612 2626 rBV 37978 65893 6.75% 0.956%
19 10.097 2729 2739 2752 rBvV2 15282 25114 2.57% 0.364%
20 10.235 2773 2782 2808 rBV 13830 26831 2.75% 0.389%

21 10.746 2929 2941 2959 rBV 99480 161688 16.55%
22 11.467 3154 3165 3175 rBV2 10119 14625 1.50%
23 11.804 3258 3270 3290 rBV 244969 407098 41.68%

NN
0
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R

24 12.087 3345 3358 3376 rBV 86069 139481 14.28% 023%
25 12.184 3376 3388 3417 rVB 246276 410016 41.97% 946%
26 12.920 3608 3617 3626 rBV2 16765 25496 2.61% ©.370%
27 13.026 3638 3650 3661 rBV2 29525 59959 6.14% ©.870%
28 13.103 3670 3674 3692 rVB2 8084 13719 1.40% ©.199%
29 13.286 3719 3731 3743 rVB3 10075 16179 1.66% ©.235%
30 13.447 3771 3781 3796 rVB3 24044 37829 3.87% ©0.549%
31 14.077 3961 3977 3998 rBV 589769 976817 100.00% 14.166%
32 14.200 4005 4015 4034 rVvV 98245 171323 17.54%  2.485%
33 14.280 4034 4040 4050 rVB6 7157 11430 1.17% 0.166%
34 14.875 4213 4225 4239 rVBS 10052 17845 1.83% ©0.259%
35 15.164 4300 4315 4321 rBV 8516 14051 1.44% 0.204%

36 15.216 4321 4331 4355 rVB 55157 101028 10.34%  1.465%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110524\
Data File : VU©61485.D

Acq On : 06 Nov 2024 05:31
Operator : MD/SY

Sample : P4714-04

Misc : 25mL/MSVOA_U/WATER

ALS vial : 44 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

37 15.402 4376 4389 4410 rVB 114344 196389 20.10% 2.848%

38 16.405 4692 4701 4709 rBV3 13804 23441 2.40% 0.340%
39 17.093 4905 4915 4928 rBV3 15342 28493 2.92% 0.413%
Sum of corrected areas: 6895306
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvU110524\
: VUe61485.D

: 06 Nov 2024 05:31

: MD/SY

: P4714-04

: 25mL/MSVOA_U/WATER

: 44  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110524\
Data File : VU@61485.D

Acqg On : 06 Nov 2024 05:31
Operator : MD/SY

Sample : P4714-04

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 44 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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.087 1.71 ug/L 139481 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H1e 000496-11-7 81
3 Benzene, 2-propenyl- 118 CSH1e 000300-57-2 72
4 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 72
5 Deltacyclene 118 C9H1e 007785-10-6 72
Abundance Scan 3358 (12.087 min): VU061485.D\data.ms (-3345) (- m/z 116.95 100.00%
117.0
5000 A
= ‘
38.9 629 769 910 12.00
O b bt el m/z 118,00 53.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
117.0
5000 o :
12.00
m/z 114.90 37.66%
39.0 63.0 91.0
Obrrrrrr 280 e 0 2040 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
117.0
T \
12.00
5000 m/z 91.00 14.66%
H\HHHH‘\\\\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HHHHHH
m/z-->
Abundance #10191: Benzene, 2-propenyl- ‘ L —
m/z 115.90 13.52%
\HHHH\‘\‘HH“\\H}}\\M}H\\‘\MH‘\H\‘“H\H‘\H‘H!\“HH /\ ‘/\ \M\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110524\
Data File : VU@61485.D

Acqg On : 06 Nov 2024 05:31
Operator : MD/SY

Sample : P4714-04

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 44 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 Benzofuran, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.026 0.74 ug/L 59959 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 94
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 94
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
4 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
Abundance Scan 3650 (13.026 min): VU061485.D\data.ms (-3638) (- m/z 130.85 100.00%
130.8
5000 /\
51.0 76.9 104.0 A ‘/\‘
‘ H 13.00
0‘WHH‘HH_‘m_H‘Huwﬂwwﬂw_‘H_Hwﬂmwu‘ﬁuu‘UHM m/z 131.90  82.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16665: Benzofuran, 2-methyl-
131.0
5000 T T T T T /\\ j\
13.00
m/z 104.00  21.23%
- 51.0 770 1030 /
o‘wWHZ(‘HMH}m‘MWm‘lwuw‘uuwww‘m_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
132.0 /\
T ‘ n \ﬂ‘
13.00
5000 m/z 76.90 20.17%
H‘HH \H\‘HH‘H\\‘H\\‘H\\‘\\H‘\H\‘HH‘HH‘HH‘HH TTTT]T
m/z--> {\
Abundance #16660: Benzofuran, 2-methyl- L ‘ A ‘
m/z 102.90 19.57%
HHHHHHH‘\‘\H“\HH‘\}\‘H{MHHHH‘HH‘HHHH‘\‘H\‘\ ﬂ\ \/\‘
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110524\
Data File : VU@61485.D

Acqg On : 06 Nov 2024 05:31

Operator : MD/SY

Sample : P4714-04

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 44 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 4 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.077 12.00 ug/L 976817 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Naphthalene 128 C10H8 000091-20-3 91
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3977 (14.077 min): VU061485.D\data.ms (-3961) (- m/z 128.00 100.00%
128.0
5000 /{
14.00 |
51.0 73.9 102.0 .
O el AL 459 m/z 127.00  12.79%
miz--> 20 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 o :
14.00
m/z 128.90 10.78%
51.0 75.0 102.0 H
Ol e e e e e e
m/z--> 20 60 80 100 120 140
Abundance
128.0
T I
14.00
5000 m/z 102.00 8.50%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\
m/z-->
Abundance #13684: Naphthalene I I
m/z 125.90 7.41%
P | R T \“ /\
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110524\
Data File : VU@61485.D

Acqg On : 06 Nov 2024 05:31
Operator : MD/SY

Sample : P4714-04

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 44 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
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Peak Number 5 Benzo[c]thiophene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.200 2.10 ug/L 171323 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 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
5 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
Abundance Scan 4015 (14.200 min): VU061485.D\data.ms (-4005) (- m/z 133.90 100.00%
133.9
5000
— ——
88.9
sa9 629 1079 | 14.00 14.50
Ot bbbl m/z 88.90 12.08%
miz--> 20 40 60 80 100 120 140
Abundance #17519: Benzolc]thiophene
134.0
5000 : f\ ——
14.00 14.50
m/z 134.90 10.08%
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 89.90 8.97%
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
Abundance #17521: Benzo[b]thiophene O ‘
m/z 62.90 7.39%
T \\\\“\‘\“\\““\‘\‘\”\“\\H\\“\l\\ \\\}‘\
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110524\
Data File : VU©61485.D

Acq On : 06 Nov 2024 05:31
Operator : MD/SY

Sample : P4714-04

Misc : 25mL/MSVOA_U/WATER

ALS vial : 44 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|
Indane 12.087 1.7 wug/L 139481 3 11.804 407098 5.0
Benzofuran, 2-m... 13.026 0.7 ug/L 59959 3 11.804 407098 5.0
Azulene 14.077 12.0 ug/L 976817 3 11.804 407098 5.0
Benzo[c]thiophene  14.200 2.1 wug/L 171323 3 11.804 407098 5.0

SFAMUTR102324WMA.M Thu Nov 07 15:24:52 2024 8



