LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121923\
Data File : VU@57045.D

Acqg On : 19 Dec 2023 15:34
Operator : MD/SY

Sample : 05771-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@57045.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.357 13 21 32 rBV 241974 241918 39.54%  3.848%
2 1.486 54 61 68 rBv 137497 142599 23.31% 2.268%
3  1.515 68 70 77 rVB 10033 8760 1.43% 0.139%
4 1.599 86 96 108 rBV 250354 281308 45.98% 4.474%
5 1.907 183 192 205 rVB 55763 77733 12.71% 1.236%
6 1.991 208 218 233 rVB 97844 138371 22.62% 2.201%
7 2.200 275 283 301 rVB 63572 92859 15.18% 1.477%
8 2.563 383 396 412 rBV 95602 159554 26.08%  2.538%
9 3.039 532 544 547 rBV6 6175 10016 1.64% 0.159%
106 3.078 549 556 564 rVW5 13464 25978 4.25% 0.413%
11  3.126 565 571 582 rVW4 9525 20593 3.37% 0.328%
12 3.177 583 587 610 rVB2 6068 12575 2.06% 0.200%
13  3.357 627 643 657 rBv4 9071 18633 3.05% 0.296%
14 3.698 735 749 760 rBv4 10721 25448 4.16% 0.405%
15 4.525 990 1006 1022 rBV5 16889 40249 6.58% 0.640%
16 4.621 1026 1036 1078 rBV 89347 274146 44.81% 4.360%
17 5.055 1155 1171 1195 rBV2 120794 295763 48.35% 4.704%
18 5.380 1259 1272 1285 rVW5 15015 35330 5.78% 0.562%
19 5.721 1358 1378 1391 rBV2 199802 551351 90.12% 8.769%
20 5.981 1448 1459 1471 rVBS8 4233 7908 1.29% 0.126%
21  6.129 1495 1505 1519 rVB7 3290 6310 1.03% 0.100%
22 6.242 1529 1540 1564 rBV 200639 394504 64.49% 6.274%
23 6.537 1620 1632 1647 rBV 68015 133601 21.84%  2.125%
24  6.685 1663 1678 1692 rBV 136328 270321 44.19%  4.299%
25 6.756 1692 1700 1715 rVB5 21540 43912 7.18% ©0.698%
26 7.563 1938 1951 1971 rBV 48714 89753 14.67% 1.427%
27 7.894 2041 2054 2067 rBV 216179 382877 62.59% 6.089%
28 7.965 2067 2076 2103 rVB 89827 168695 27.58% 2.683%
29 8.177 2132 2142 2155 rBV 30613 54941 8.98% 0.874%
30 8.550 2247 2258 2269 rBV4 9833 16630 2.72% 0.264%
31 8.630 2272 2283 2314 rBV2 303841 611764 100.00% 9.730%
32 8.862 2344 2355 2362 rVB1o 3328 6276 1.03% 0.100%
33 9.412 2514 2526 2550 rBV = 287924 505531 82.63%  8.040%
34 9.566 2563 2574 2592 rVB 21977 39552 6.47% 0.629%
35 9.692 2602 2613 2627 rBV 29413 51261 8.38% 0.815%
36 10.100 2729 2740 2749 rBV2 14219 22226 3.63% 0.353%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121923\
Data File : VU@57045.D

Acqg On : 19 Dec 2023 15:34
Operator : MD/SY

Sample : 05771-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 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\SFAMUTR121123WMA.M
Title : TRACE VOA SFAM1.0

37 10.749 2929 2942 2962 rBV2 112880 181265 29.63% 2.883%

38 11.466 3153 3165 3175 rBV3 8764 12563 2.05% ©.200%
39 11.807 3259 3271 3290 rBV 267544 439143 71.78% 6.984%
40 11.894 3292 3298 3309 rVB3 4354 6862 1.12% ©0.109%

41 12.187 3376 3389 3408 rBV 233246 388464 63.50% 6.178%

Sum of corrected areas: 6287543
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121923\
Data File : VU@57045.D

Acqg On : 19 Dec 2023 15:34
Operator : MD/SY

Sample : 05771-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU057045.D\data.ms
300000

2500001357 1.599

200000 5.721 6.242

1500001 | 1.486 6.68
5.055

100000 1.991 2.563 4.621
1907 2-200 6.537

50000

4.52 5.380
i 1 3%2&73}57 3.698 A 5. 9&112
TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TT 11 ‘ T T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ TT1 1 ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T 11T 1

Time--> 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 6.00 620 6.40 660

Abundance TIC: VU057045.D\data.ms
300000 8.630 9.412

11.807

250000 12.1

7.894
200000

150000

10.749
100000 .965

7.563

50000

8.177 92
756 9.566

8.550 10.100 11.466 J
OLM /\ A /3 8.862 ,/k A N 11,894

I
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU057045.D\data.ms
300000

250000
200000
150000
100000

50000

L S

l T
Time--> 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\VU121923\
Data File : VU@57045.D

Acqg On : 19 Dec 2023 15:34
Operator : MD/SY

Sample : 05771-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.357 3.07 ug/L 241918 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 83
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Cyclopropene 40 C3H4 002781-85-3 2

Abundance  Scan 21 (1.357 min): VU057045.D\data.ms (-13) (-) m/z 43.95 100.00%

44.0
R AEAR S EEEEE RS
H ‘ 1.401.501.601.701.80
0"H‘Hw‘H‘WH‘M‘HW‘H,HH‘HH‘H‘WH‘W“\‘H‘M‘H m/z 43.00 91.28%
mlz--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000
0 1.401.501.601.701.80
44. m/z 39.00  74.63%
150, s, |
0 1 |
\\\\\\\\’\\\\’HH’\H\’HH’\H\‘\H ‘HH‘HH HH‘HH‘HH
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #89: Propane
29.0
1.401.501.601.701.80
5000 m/z 41.00 64.12%
44.0
o mong | )
0"H‘H‘V‘H,HH,H‘W‘H‘VH‘““,H‘W‘mw‘u‘“‘u,u‘
m/iz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #90: Propane
29.0 1.401.501.601.701.80
m/z 42.00 25.38%
5000
44.0
150 ‘ H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121923\
Data File : VU@57045.D

Acqg On : 19 Dec 2023 15:34
Operator : MD/SY

Sample : 05771-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.991 1.75 ug/L 138371 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Oxirane, trimethyl- 86 C5H100 005076-19-7 45
3 Isobutylene epoxide 72 C4H80 000558-30-5 40
4 Butane, 2-methyl- 72 C5H12 000078-78-4 35
5 Pentane 72 C5H12 000109-66-0 33
Abundance Scan 218 (1.991 min): VU057045.D\data.ms (-208) (-) m/z 43.00 100.00%
43.0
57.0
5000
‘ 720 1.60 1.80 2.00 2.20 2.40
] —r" u"M"_mplm_”m‘ m/z 40.95 84.27%
m/z--> 10 20 30 40 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 B LR
29.0 1.60 1.80 2.00 2.20 2.40
m/z 57.00 75.77%
O\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl-
43.0
58.0
\ J‘\Aww_www
1.60 1.80 2.00 2.20 2.40
5000 m/z 42.00 75.58%
27.0
71.0 86.0
] S EESYT 441 DO OTE 1 M S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #784: Isobutylene epoxide R A RRRCER RS S
41.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00 28.50%
5000 2.0
27.0
150 “‘ H 490570
Ot R e e [y~ e s
m/z--> 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20 2.40

SFAMUTR121123WMA.M Wed Dec 20 13:06:55 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121923\
Data File : VU@57045.D

Acqg On : 19 Dec 2023 15:34
Operator : MD/SY

Sample : 05771-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.200 1.18 ug/L 92859 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 78
Abundance Scan 283 (2.200 min): VU057045.D\data.ms (-275) (-) m/z 43.00 100.00%
43.0
5000
570 [Tr T T T ot
‘ 72.0 1.80 2.00 2.20 2.40 2.60
0 et e e e M/ 40,95 56.76%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 [T T T T T T
1.80 2.00 2.20 2.40 2.60
57.0 m/z 42.00 56.62%
27.0 720
15'0 \‘\‘ \‘\\ \M‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0
T e
1.80 2.00 2.20 2.40 2.60
5000 m/z 38.95 21.38%
27.0
57.0 72.0
o ||| |
L0 L 0w
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane DA TP
43.0 1.80 2.00 2.20 2.40 2.60
m/z 57.00 17.86%
5000
27.0
57.0
(SN | MR SNBSS MESSISMBASS SR N A SN
m/z--> 0 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121923\
Data File : VU@57045.D

Acqg On : 19 Dec 2023 15:34
Operator : MD/SY

Sample : 05771-08

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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 (DEL) Alkane: Cyclic4.525 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.525 0.51 ug/L 40249 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 74
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 52
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47
Abundance Scan 1006 (4.525 min): VU057045.D\data.ms (-990) (-) m/z 56.00 100.00%
56.0
41.0
5000 690
e
‘ ‘ ‘ 84.1 4.20 4.40 4.60 4.80
Ot tllle el myz 4l.00 49.31%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0 )
5000 690 L L R B B
4.20 4.40 4.60 4.80
m/z 69.00 40.22%
280 ‘ ‘ ‘ 84.0
O\\‘\J-ﬁ;o\‘\\}H"\\\‘\}\‘\\\"‘\u‘\‘\\\‘1"\\\\‘\!\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0
AEEmmaE ST
4.20 4.40 4.60 4.80
5000 41.0 m/z 67.00  25.16%
84.0
27.0
18.0 ‘ ‘ ‘ ‘ 68.0
0H‘Hw!‘u‘1‘,””““”,“‘ e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- AEEmmEE R T
56.0 4.20 4.40 4.60 4.80
21.0 m/z 55.00  25.11%
5000
42.0
‘ ‘ ‘ 84.0
0H‘\H\‘HH,‘\H\‘}‘\‘\H,M ‘\‘HH,HH‘\!H‘H H‘HHWHM\AHWH‘
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121923\
Data File : VU@57045.D

Acqg On : 19 Dec 2023 15:34
Operator : MD/SY

Sample : 05771-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR121123WMA.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... 1.357 3.1 ug/L 241918 1 6.245 394504 5.0
(DEL) Alkane: S... 1.991 1.8 wug/L 138371 1 6.245 394504 5.0
(DEL) Alkane: S... 2.200 1.2 ug/L 92859 1 6.245 394504 5.0
(DEL) Alkane: C... 4.525 0.5 ug/L 40249 1 6.245 394504 5.0
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