LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111624\
Data File : VU@61773.D

Acq On : 17 Nov 2024 03:50
Operator : MD/SY

Sample : P4847-03

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 45 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\SFAMUTR111324WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@61773.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.358 15 21 26 rBv 11949 13461 1.53% 0.189%
2 1.386 27 30 40 rVB 10464 10432 1.19% 0.147%
3 1.499 56 65 87 rBv 63899 234691 26.73% 3.301%
4 1.595 89 95 107 rVB 63647 90264 10.28% 1.270%
5 1.727 130 136 147 rVB 37583 48240 5.49% 0.678%
6 1.911 185 193 206 rVB 48169 63046 7.18% 0.887%
7 2.560 384 395 416 rVB 96865 159188 18.13% 2.239%
8 2.666 416 428 441 rBvV2 4132 11182 1.27% 0.157%
9 2.914 486 505 507 rBv4 4522 9997 1.14% 0.141%
10 3.039 537 544 555 rVB5 5468 9863 1.12% 0.139%
11 3.177 573 587 609 rVB 17700 42805 4.87% 0.602%
12 4.637 1023 1041 1093 rBV2 81429 282385 32.16% 3.972%
13 5.052 1155 1170 1198 rBV 98881 240522 27.39% 3.383%
14 5.714 1358 1376 1408 rBV3 196044 519580 59.17% 7.308%
15 6.242 1524 1540 1566 rBV 188448 372844 42.46% 5.244%
16 6.682 1658 1677 1692 rBV 120275 243045 27.68% 3.418%
17 6.750 1693 1698 1711 rVB5 8292 16652 1.90% 0.234%
18 7.560 1938 1950 1972 rBV 52419 97310 11.08% 1.369%
19 7.891 2042 2053 2073 rVB 238429 422811 48.15% 5.947%
20 8.174 2129 2141 2153 rBvV2 29151 51908 5.91% 0.730%
21 8.232 2153 2159 2170 rVB6 6887 13061 1.49% 0.184%
22 8.631 2272 2283 2318 rBV2 249564 535235 60.96% 7.528%
23 8.798 2325 2335 2344 rVB10O 6102 12102 1.38% 0.170%
24 8.856 2344 2353 2363 rVB 17597 28675 3.27% 0.403%
25 8.917 2363 2372 2381 rBV3 9085 14519 1.65% 0.204%
26 9.412 2512 2526 2528 rBV 308124 417037 47.49% 5.865%
27 9.438 2529 2534 2549 rVB 538576 878066 100.00% 12.350%
28 9.695 2597 2614 2627 rVB10O 9203 23478 2.67% 0.330%
29 10.267 2783 2792 2801 rVB4 7117 11252 1.28% 0.158%
30 10.479 2849 2858 2870 rBvV2 8085 13380 1.52% 0.188%
31 10.746 2930 2941 2955 rBV2 99749 162846 18.55% 2.290%
32 11.290 3099 3110 3123 rBV2 8763 15030 1.71% 0.211%
33 11.605 3198 3208 3212 rBV 9880 14764 1.68% 0.208%
34 11.634 3212 3217 3227 rVB 11619 17253 1.96% 0.243%
35 11.804 3259 3270 3290 rBV2 267348 503902 57.39% 7.087%
36 12.000 3322 3331 3345 rVB2 9388 14284 1.63% 0.201%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111624\
Data File : VU@61773.D

Acq On : 17 Nov 2024 03:50
Operator : MD/SY

Sample : P4847-03

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 45 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\SFAMUTR111324WMA.M
Title : TRACE VOA SFAM1.0

37 12.087 3345 3358 3377 rBV2 167578 275867 31.42% 3.880%
38 12.183 3377 3388 3407 rVB 248295 437438 49.82% 6.152%
39 12.296 3414 3423 3438 rVB2 13175 22441 2.56% 0.316%
40 12.563 3495 3506 3514 rBV 69061 105397 12.00% 1.482%
41 12.605 3514 3519 3530 rVB 18611 28637 3.26% ©0.403%
42 12.675 3530 3541 3560 rBV3 47563 107930 12.29% 1.518%
43 12.855 3588 3597 3604 rBvV2 10329 14979 1.71% 0.211%
44 12.965 3614 3631 3642 rVB 51337 85642 9.75% 1.205%
45 13.097 3659 3672 3685 rVB4 6793 11564 1.32% 0.163%
46 13.190 3693 3701 3708 rBV4 5692 9097 1.04% 0.128%
47 13.244 3708 3718 3724 rVV6 7711 15171 1.73% 0.213%
48 13.286 3724 3731 3751 rVB 20080 34249 3.90% 0.482%
49 13.444 3757 3780 3796 rBV3 97256 179648 20.46% 2.527%
50 13.775 3875 3883 3892 rVV3 6905 10199 1.16% 0.143%
51 13.830 3892 3900 3911 rVV5 13997 23125 2.63% ©.325%
52 13.904 3911 3923 3927 rVV8 7094 14056 1.60% ©0.198%
53 13.936 3927 3933 3951 rVB5 9968 22067 2.51% ©0.310%
54 14.106 3976 3986 3997 rVB7 5306 9528 1.09% 0.134%
55 14.280 4032 4040 4051 rVB8 5527 10244 1.17% 0.144%
56 14.666 4147 4160 4176 rBVe6 6986 17345 1.98% 0.244%
57 15.408 4380 4391 4404 rBV 33333 60360 6.87% ©0.849%

Sum of corrected areas: 7110094
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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\VU111624\
: VUe61773.D

: 17 Nov 2024 03:50

: MD/SY

: P4847-03

: 25mL/MSVOA_U/WATER

: 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : 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\VU111624\
Data File : VU@61773.D

Acqg On : 17 Nov 2024 03:50

Operator : MD/SY

Sample : P4847-03

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111324WMA.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
Concentration Rank 2

Peak Number 5 1Indane

R.T. EstConc Area Relative to ISTD R.T.
12.087 2.74 ug/L 275867 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 92
2 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 60
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 60
4 Deltacyclene 118 C9H1e 007785-10-6 60
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58

Abundance Scan 3358 (12.087 min): VU061773.D\data.ms (-3345) (- m/z 117.00 100.00%
11y7.0
5000
91.0 ‘ AL‘ T \
38.9 63.0 ‘ ‘ 134.0 12.00
Oberprrerprrerprreperefber e bbbl b m/z 118,00 52.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 7 ‘
12.00
91.0 m/z 115.00 41.60%
39.0 63.0 '
0‘wu:wuu‘HHHHHMHJHUH_‘m_HJMH‘WH‘_HM‘HW‘HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
T 1
12.00
5000 m/z 119.00 21.93%
H‘HH H\\‘HH‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH TTTT]TT
m/z-->
Abundance #10197: Benzene, cyclopropyl- ‘ A A A
m/z 91.00 19.17%
HH\\‘H\w‘H\}“H\\H}\\}“EH\\‘\MH‘\H‘\‘“H\M‘\H‘HH“\H\HHH /\ /‘\ /\/\ T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU111624\
Data File : VU@61773.D

Acqg On : 17 Nov 2024 03:50
Operator : MD/SY

Sample : P4847-03

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111324WMA.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 6 o0-Cymene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.563 1.05 ug/L 105397 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 p-Cymene 134 C1eH14 000099-87-6 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 93

Abundance Scan 3506 (12.563 min): VU061773.D\data.ms (-3495) (- m/z 119.00 100.00%
119.0
5000 /\
134.0 /\
005 A
8o &40 |l o
Ottt m/z 134.00 31.91%
miz--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
5000 DA \ /\
12.50
91.0 134.0 m/z 90.90 17.36%
39.0 '
15.0 65.0
S S P PO S v A
m/z--> 20 40 60 80 100 120 140
Abundance
119.0 /\ J\<
T /\\ T ‘ T \J\\ ‘
12.50
5000 m/z 120.00 10.28%
\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\
m/z--> [\ /\
Abundance #16995: p-Cymene Ag LR
m/z 116.90 10.04%
o el ‘ mj\ fAA¥
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU111624\
Data File : VU@61773.D

Acqg On : 17 Nov 2024 03:50
Operator : MD/SY

Sample : P4847-03

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111324WMA.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 7 Benzene, 1-methyl-4-(2-prop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.675 1.07 ug/L 107930 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 76
3 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 74
4 Benzene, 2-butenyl- 132 C1leH12 001560-06-1 72
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 72
Abundance Scan 3541 (12.675 min): VU061773.D\data.ms (-3530) (- m/z 116.95 100.00%
117.0
5000
131.9 A
‘ ‘ —
50.9 739 90.8 ‘ 12.50 13.00
Obrrprrrepreepreetprreba e e et Ml m/z 124,95 35.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
132.0
5000 : ‘M/k A
12.50 13.00
m/z 131.95  29.32%
27.0
o‘wu‘wuﬂwuu‘uuwwu Muw;m_‘ﬁlu‘ﬂm‘_w“uﬂyuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
T ‘ T \r\\/\/\‘ T
12.50 13.00
5000 m/z 119.00 17.98%
H‘HH‘H\\‘HH‘HH‘HH‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH TTTT T
m/z--> /\
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- LA
m/z 90.85 15.74%
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU111624\
Data File : VU@61773.D

Acqg On : 17 Nov 2024 03:50
Operator : MD/SY

Sample : P4847-03

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111324WMA.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.965 0.85 ug/L 85642 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
Abundance Scan 3631 (12.965 min): VU061773.D\data.ms (-3614) (- m/z 119.00 100.00%
119.0
90.9 T T T T ‘ T
389 650 0 13.00
O e el e e m/z 134,00 45.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 /\
5000 T T
13.00
0y
91.0 m/z 90.90 17.66%
0‘W‘HWHM‘HuﬂH‘WHWM}WHMMH‘MHWMMWHMM‘HJMW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
\M/\\ ‘ /\\ /T/\[\\\M\
13.00
5000 134.0 m/z 116.90 9.87%
\\‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> j\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- rA‘ =
m/z 120.00 9.73%
\\‘\H\‘\H‘\‘\H\“‘\\H“\‘\H‘\‘\‘H‘H\‘i“\H\‘\H\‘\W\\‘H‘\Ml\\\\‘\‘\‘\\‘\\ T /\\ ‘ /\\ \‘\
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111624\
Data File : VU@61773.D

Acq On : 17 Nov 2024 03:50
Operator : MD/SY

Sample : P4847-03

Misc : 25mL/MSVOA_U/WATER

ALS vial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111324WMA.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 2.7 wug/L 275867 3 11.804 503902 5.0
o-Cymene 12.563 1.1 ug/L 105397 3 11.804 503902 5.0
Benzene, 1-meth... 12.675 1.1 ug/L 107930 3 11.804 503902 5.0
Benzene, 1,2,3,... 12.965 0.8 ug/L 85642 3 11.804 503902 5.0
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