LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70124\
Data File : VU@59714.D

Acqg On : 02 Jul 2024 03:16
Operator : MD/SY

Sample : P3121-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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\SFAMUTRO61724WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@59714.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 14 21 36 rBV2 31951 36556 5.60% ©.588%
2 1.596 86 95 108 rBV2 59188 70011 10.73% 1.126%
3 1.908 184 192 206 rBV 57264 76749 11.76% 1.235%
4 1.991 209 218 229 rBV 60504 85176 13.05% 1.370%
5 2.560 383 395 415 rBV 99170 172126 26.38% 2.770%
6 2.789 456 466 477 rBV 4349 8384 1.28% 0.135%
7 3.036 526 543 564 rBV5 19039 50227 7.70% ©.808%
8 3.358 629 643 659 rvB2 11987 27599 4.23% 0.444%
9 4.622 1026 1036 1066 rBV 91788 289915 44.43% 4.665%
10 5.056 1156 1171 1190 rBV 117121 263633 40.40% 4.242%
11 5.380 1260 1272 1283 rBV7 3650 7863 1.21% 0.127%
12 5.451 1283 1294 1306 rVv4 6307 12980 1.99% 0.209%
13 5.718 1358 1377 1389 rBV3 226488 598425 91.71% 9.629%
14 5.898 1422 1433 1450 rVB5 8667 23525 3.61% 0.379%
15 6.242 1527 1540 1564 rBV 246702 475324 72.84% 7.648%
16 6.538 1623 1632 1648 rBV5 12441 23709 3.63% 0.381%
17 6.683 1659 1677 1709 rBV 146305 301313 46.18%  4.848%
18 7.248 1842 1853 1864 rVB7 5129 11420 1.75% 0.184%
19 7.377 1881 1893 1903 rBV8 6556 13820 2.12% 0.222%
20 7.560 1937 1950 1967 rBvV2 58495 109947 16.85% 1.769%
21 7.891 2031 2053 2071 rBV 273497 481583 73.80% 7.749%
22 7.965 2071 2076 2089 rVB2 5353 9421 1.44% 0.152%
23 8.178 2131 2142 2153 rBV2 35474 61196 9.38% 0.985%
24  8.547 2246 2257 2270 rBV3 24910 42281 6.48% 0.680%
25  8.628 2270 2282 2317 rBV 348459 652529 100.00% 10.499%
26 9.412 2513 2526 2549 rBvV 355046 605367 92.77% 9.740%
27 9.567 2564 2574 2588 rVB2 8378 14000 2.15% 0.225%
28 9.692 2601 2613 2628 rBV 20829 38207 5.86% 0.615%
29 10.100 2731 2740 2752 rVB2 7103 11995 1.84% 0.193%
30 10.750 2929 2942 2953 rBV 125578 204390 31.32% 3.289%
31 10.885 2975 2984 3002 rBvV2 7565 15557 2.38% 0.250%
32 11.001 3010 3020 3024 rBv4 5114 8037 1.23% 0.129%
33 11.290 3100 3110 3124 rBV3 7648 14865 2.28% 0.239%
34 11.464 3155 3164 3178 rvVB2 9602 15987 2.45% 0.257%
35 11.804 3258 3270 3292 rBV 364955 596302 91.38% 9.595%

36 12.087 3339 3358 3375 rBV2 43253 84307 12.92%  1.357%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@70124\
Data File : VU@59714.D

Acqg On : 02 Jul 2024 03:16
Operator : MD/SY

Sample : P3121-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 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\SFAMUTRO61724WMA.M
Title : TRACE VOA SFAM1.0

37 12.187 3377 3389 3406 rvV 304795 500060 76.63%  8.046%
38 12.676 3530 3541 3560 rVB 47704 79496 12.18% 1.279%
39 12.776 3560 3572 3578 rBVS8 3852 7009 1.07% 0.113%
49 13.107 3664 3675 3684 rBVS5 4432 7511 1.15% ©0.121%
41 13.448 3771 3781 3795 rVB3 24449 38965 5.97% ©0.627%
42 13.779 3875 3884 3894 rVB3 8656 13598 2.08% 0.219%
43 13.904 3909 3923 3926 rVV6 5444 10801 1.66% 0.174%
44 13.933 3927 3932 3944 rVB2 11610 17361 2.66% ©0.279%
45 14.091 3973 3981 3990 rBV 5481 8529 1.31% 0.137%
46 16.878 4841 4848 4856 rBvV2 12528 16912 2.59% 0.272%

Sum of corrected areas: 6214968
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59714.D

Acqg On : 02 Jul 2024 03:16
Operator : MD/SY

Sample ¢ P3121-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU059714.D\data.ms
350000

300000

250000 6.242
5.718

200000

150000 6.68
5.056

100000 2.560 4.622

500001
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Abundance TIC: VU059714.D\data.ms
350000 8.628 9.412 11.804

12.1
300000
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Abundance TIC: VU059714.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59714.D

Acqg On : 02 Jul 2024 03:16
Operator : MD/SY

Sample ¢ P3121-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.991 0.90 ug/L 85176  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 Pentane 72 C5H12 000109-66-0 42
5 Pentane 72 C5H12 000109-66-0 33
Abundance Scan 218 (1.991 min): VU059714.D\data.ms (-209) (-) m/z 42.95 100.00%
17 570
5000 A
{01 WSO 1 e G
‘ 72.0 1.60 1.80 2.00 2.20 2.40
0 BBl L myz 40095 89.22%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 \/‘\uu‘uu‘uu,uu‘u
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 42.00 84.69%
72.0
0\\\‘279\\‘\}\\‘\\11‘\\\\}}\\i‘\‘\‘!}‘\\\\“}\\\‘\
miz-> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
\‘\\\\‘\\\\‘\\\\’\\\\‘\\
570 1.60 1.80 2.00 2.20 2.40
5000 m/z 57.00 79.95%
29.0
72.0
O L e e L A e o NN B
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #752: 3-Buten-1-ol R e
42.0 1.60 1.80 2.00 2.20 2.40
310 m/z 38.90 29.08%
5000
57.0 72.0
ol 120
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59714.D

Acqg On : 02 Jul 2024 03:16
Operator : MD/SY

Sample ¢ P3121-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.036 0.53 ug/L 50227 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 40
3 Butyrolactone 86 C4H602 000096-48-0 38
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 25
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 12
Abundance Scan 543 (3.036 min): VU059714.D\data.ms (-526) (-) m/z 43.00 100.00%
43.0
5000 /\/k
710 839 T Rmmma B E e
‘ 54.9 ‘ 2.80 3.00 3.20 3.40
N 1 “m‘m_m;””_m‘m m/z 42.00 88.67%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000 ‘uu‘uu‘uu‘u\/\ﬁ,u\
71.0 2.80 3.00 3.20 3.40
27.0 m/z 40.90 47.68%
55.0 86.0
0 150 || AL e300 |
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 40 50 60 70 80
Abundance #2051: Butane, 2,3-dimethyl-
43.0 /\
L
2.80 3.00 3.20 3.40
5000 m/z 71.00 26.66%
71.0
27.0 55.0
86.0
om0 [l Teso | %0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1848: Butyrolactone e e
42.0 2.80 3.00 3.20 3.40
28.0 m/z 83.90 23.76%
5000
56.0 86.0
o‘wlf‘owul‘;uwlu I SNMSUSUNES ¥ N ———
m/z--> 50 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59714.D

Acqg On : 02 Jul 2024 03:16
Operator : MD/SY

Sample ¢ P3121-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA .M
: TRACE VOA SFAM1.0

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 Benzeneethanol, .beta.-ethe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.087 0.71 ug/L 84307 1,4-Dichlorobenzene-d4 11.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 78
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
3 Indane 118 C9H1e 000496-11-7 62
4 Indane 118 C9H1e 000496-11-7 62
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 53
Abundance Scan 3358 (12.087 min): VU059714.D\data.ms (-3339) (- | m/z 117.00 100.00%
11v.0
5000
91.0 L \
38.9 57‘-1 g || | || 1342 12.00
[ RRARMNNSSESSSISY ¥ FFES AN LR L S M m/z 118.00  48.04%
m/z--> 20 40 60 80 100 120 140
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
11v.0
5000 A T A
12.00
91.0 m/z 115.80  42.67%
Jo om0 80 | 4o
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0
— AL ‘
12.00
m/z 119.00 17.70%
5000 91.0
51.0
ol ‘2‘7‘(9 w‘, ‘ “‘1 JMH 74Hﬂ N
miz—-> 20 40 60 80 100 120 140 A J\ N
Abundance #10178: Indane Aan g LG Q1
117.0 12.00
m/z 116.00 17.51%
5000
390 580 91.0
L 75, J Il
S I A
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\VU070124\
Data File : VU@59714.D

Acqg On : 02 Jul 2024 03:16
Operator : MD/SY

Sample ¢ P3121-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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 Benzene, (2-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.676 0.67 ug/L 79496 1,4-Dichlorobenzene-d4 11.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 80
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 80
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 80
Abundance Scan 3541 (12.676 min): VU059714.D\data.ms (-3530) (- | m/z 117.00 100.00%
117.0
5000
132.0
— —
50.9 76.9 QTO 12.50 13.00
Obeprerrrrrerprrrtprer e bt llle e m/z 115,00 39.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
11v.0
132.0
5000 T A U
91.0 12.50 13.00
m/z 132.00  30.06%
39.0 65.0 ‘
0\\‘H\-\‘\H‘\‘HH“‘HHi‘\w\‘\‘\H‘H‘\HH’H\\‘i}H\‘\‘UH‘HH‘H\“‘\‘\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
ST S
12.50 13.00
5000 132.0 m/z 91.00 15.73%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 &
Abundance #16106: 3-Phenylbut-1-ene f 0 AR ‘“ﬁ\wwﬂﬂ
117.0 12.50 13.00
m/z 118.00 9.99%
5000
91.0 132.0
390 650 ‘
0‘wH‘wHJWH‘mH‘qh‘wM\wHJMHHHMH‘MM‘HH‘HmNMH,‘ — l —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU070124\
Data File : VU@59714.D

Acqg On : 02 Jul 2024 03:16
Operator : MD/SY

Sample ¢ P3121-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61724WMA.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|
(DEL) Alkane: S... 1.991 0.9 ug/L 85176 1 6.242 475324 5.0
(DEL) Alkane: S... 3.036 0.5 ug/L 50227 1 6.242 475324 5.0
Benzeneethanol,... 12.087 0.7 ug/L 84307 3 11.805 596302 5.0
Benzene, (2-met... 12.676 0.7 ug/L 79496 3 11.805 596302 5.0
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