LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56514.D

Acqg On : 19 Nov 2023 05:45
Operator : MD/SY

Sample : 05455-06

Misc : 25mL/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\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@56514.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 35 rVB2 102593 110149 10.41% 1.174%
2 1.486 50 61 85 rBv2 212026 535630 50.62% 5.708%
3 1.596 89 95 106 rVB2 159714 198089 18.72% 2.111%
4 1.911 186 193 207 rVB 81394 109169 10.32% 1.163%
5 1.994 211 219 230 rVB 65116 89970 8.50% 0.959%
6 2.200 276 283 292 rVB 45044 60366 5.71% 0.643%
7 2.563 380 396 414 rBV 146816 246194 23.27%  2.623%
8 3.039 531 544 550 rBv4 12317 25387 2.40% 0.271%
9 3.081 550 557 566 rVB3 13945 25456 2.41% 0.271%
10 3.354 629 642 657 rVB3 10020 21494 2.03% 0.229%
11 3.695 735 748 760 rBV5 16510 41197 3.89% 0.439%
12 4,525 994 1006 1023 rVB5 10345 26218 2.48% 0.279%
13  4.634 1028 1040 1089 rBV2 103475 398565 37.67% 4.247%
14 5.055 1155 1171 1191 rBV 173736 387429 36.62% 4.128%
15 5.380 1256 1272 1283 rBV7 12683 33806 3.20% 0.360%
16 5.586 1324 1336 1349 rBV4 6630 14638 1.38% 0.156%
17 5.721 1357 1378 1408 rBV2 332063 908421 85.86% 9.680%
18 5.981 1450 1459 1470 rVB1e 6085 12088 1.14% ©.129%
19 6.132 1495 1506 1524 rBV4 11549 25583 2.42% 0.273%
20  6.245 1527 1541 1565 rBV 343151 667064 63.05% 7.108%
21 6.685 1663 1678 1692 rBv2 215292 428999 40.55% 4.571%
22 6.756 1692 1700 1718 rVB6 26280 53899 5.09% 0.574%
23 7.560 1939 1950 1966 rBV2 90587 167178 15.80% 1.781%
24 7.894 2042 2054 2068 rVV 355866 646400 61.09% 6.888%
25 7.965 2068 2076 2089 rVB 46899 88462 8.36% 0.943%
26 8.177 2132 2142 2153 rVV2 53862 93129 8.80% 0.992%
27  8.238 2155 2161 2175 rVB2 6235 14272 1.35% 0.152%
28 8.631 2269 2283 2318 rBV2 516210 1058067 100.00% 11.274%
29 8.788 2324 2332 2345 rVV5 15181 28607 2.70% 0.305%
30 8.856 2346 2353 2365 rVvB6 7239 13128 1.24% 0.140%
31 9.412 2513 2526 2547 rBV 494377 852769 80.60% 9.087%
32 9.570 2563 2575 2583 rBV2 16939 30186 2.85% 0.322%
33  9.692 2600 2613 2624 rBV2 30634 59558 5.63% 0.635%
34 10.100 2728 2740 2748 rBV3 15393 26067 2.46% 0.278%
35 10.348 2806 2817 2828 rBV8 13442 25912  2.45% 0.276%

36 10.750 2930 2942 2960 rBV 174750 288331 27.25% 3.072%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56514.D

Acqg On : 19 Nov 2023 05:45
Operator : MD/SY

Sample : 05455-06

Misc : 25mL/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\SFAMUTR111323WMA.M
Title : TRACE VOA SFAM1.0
37 10.997 3009 3019 3024 rBV2 7203 11214 1.06% 0.119%
38 11.042 3027 3033 3040 rVB5S 10509 15919 1.50% 0.170%
39 11.463 3156 3164 3181 rVB2 18570 29795 2.82% 0.317%
40 11.688 3222 3234 3248 rBvS8 14129 26720 2.53% 0.285%
41 11.807 3259 3271 3289 rBV 432773 719498 68.00% 7.667%
42 12.061 3337 3350 3368 rBv3 34019 85067 8.04% 0.906%
43 12.187 3377 3389 3409 rVB 376902 627730 59.33% 6.689%
44 12.885 3593 3606 3621 rBV5S 23663 43550 4.12% 0.464%
45 14.090 3969 3981 3990 rBV3 7469 13282 1.26% 0.142%
Sum of corrected areas: 9384652
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56514.D

Acqg On : 19 Nov 2023 05:45
Operator : MD/SY

Sample : 05455-06

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU056514.D\data.ms
500000

400000
5.721 6.245

300000

1.486
200000 1.59 5.055
2.563

6.68

. 1. 4 4.634
100000 :

/\ 2.200
3081 3.354 3.695 452 5.3805_58

o

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 5.40 560 5.80 600 620 6.40 6.60

Abundance TIC: VUO56514.D\data.ms
500000 8.631 9.412

11.807
400000 12.1
7.894

300000

200000 10.750

100000 7.560

.9658.177

GG 238 8@%6 9-53%9\2 10.10010.348 1@M631.68)53 12'&6{
0

Time--> 7.00 7.50 8.00 8.50 9. OO 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU056514.D\data.ms
500000

400000
300000
200000
100000

L 12.885
14.090
0 N

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\VU111823\
Data File : VU@56514.D

Acqg On : 19 Nov 2023 05:45
Operator : MD/SY

Sample : 05455-06

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.358 0.83 ug/L 110149 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 C3He 000115-07-1 9
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance  Scan 21 (1.358 min): VU056514.D\data.ms (-14) (-) m/z 43.00 100.00%

43,0
5000
35‘#‘ 0.0 1.401.501.601.701.80
O brerrrrrr e e e m/Z 43,95 93.94%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #88: Propane
29.0
5000 UL L R L B I
0 1.401.501.601.701.80
4. m/z 38.90  72.12%
20 | |
OH\HH\‘HH‘HH‘HH‘HH‘HH‘\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #89: Propane
29.0
‘H‘HH‘HH‘H‘WH‘WH
1.401.501.601.701.80
5000 m/z 41.00 63.55%
44.0
0 1.0 150 37\\#‘\‘
HHHH_HWHH_HWHH_HWH‘_HWHH_HWHH_HWHH_HWHH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #90: Propane R RANRREN NaEEC
29.0 1.401.501.601.701.80
m/z 42.00 26.35%
5000
44.0
150 ‘ H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56514.D

Acqg On : 19 Nov 2023 05:45
Operator : MD/SY

Sample : 05455-06

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 Aminomethanesulfonic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.486 4.01 ug/L 535630 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 78
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance  Scan 61 (1.486 min): VU056514.D\data.ms (-50) (-) m/z 63.90 100.00%

63.9
R
‘ 140 1.60 1.80
obrrrrrrrrer el e e e M/Z 47.85 0 47.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid
64.0
48.0
5000 LI L I L L L
140 1.60 1.80
m/z 43.00 41.67%
0 Lol . 810 940 1110
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0 /
R e
140 160 1.80
5000 48.0 m/z 41.00 19.12%
16.0 32.0
o+
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid R o e
64.0 140 160 1.80
m/z 42.00 13.36%
5000 48.0
17.0
0 \‘ 32.0 | 96.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56514.D

Acqg On : 19 Nov 2023 05:45
Operator : MD/SY

Sample : 05455-06

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.994 0.67 ug/L 89970 1,4-Difluorobenzene 6.245

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 90
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 36
4 Isobutylene epoxide 72 C4H80 000558-30-5 33
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 219 (1.994 min): VU056514.D\data.ms (-211) (-) m/z 43.00 100.00%
5000
P
72.0 1.60 1.80 2.00 2.20 2.40
bl 206.8 D
-t m/z 41.95 89.10%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20 2.40
15.0 m/Z 41.00 86.76%
‘ i ‘ 72.0
O\‘\\\‘\‘\\\\ \H\“\“\\‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.00 71.77%
ol 180 | | 7?‘0
Tt
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1966: Oxirane, trimethyl- L 4A‘H““‘_““H“,‘
43.0 1.60 1.80 2.00 2.20 2.40
m/z 38.85 27.93%
5000
0 m“'o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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\VU111823\
Data File : VU@56514.D

Acqg On : 19 Nov 2023 05:45
Operator : MD/SY

Sample : 05455-06

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.061 0.59 ug/L 85067 1,4-Dichlorobenzene-d4 11.807
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53

Abundance Scan 3350 (12.061 min): VU056514.D\data.ms (-3337) (- | m/z 57.00 100.00%
57.0
5000 40.9 0.0
" 83.0
97.9
A O ™ L2
0"_‘H‘H‘w“u\u‘wﬂmkw‘ﬂﬂh‘w‘u‘_‘u‘u‘W‘H‘_ m/z 49.96 39.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 “””jkmm” ‘ i
12.00
90.0 70.0 83.0 m/z 54.90  38.85%
| \ N
0\\‘\\\\‘\\\H“\\\\‘!\\\‘\H\\‘\\\w‘\\\\‘l!\\‘\\\1‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0 f\
H/\f‘\f\/\ﬂ\‘ ‘ﬁ/‘?w\
12.00
5000 ITI z 42.90 33.56%
43.0
29.0 700 830
980
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0 12.00
m/z 70.00 32.60%
5000 41.0
29.0 700 83.0
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111823\
Data File : VU@56514.D

Acqg On : 19 Nov 2023 05:45
Operator : MD/SY

Sample : 05455-06

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR111323WMA.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... 1.358 0.8 ug/L 110149 1 6.245 667064 5.0
Aminomethanesul... 1.486 4.0 ug/L 535630 1 6.245 667064 5.0
(DEL) Alkane: S... 1.994 0.7 ug/L 89970 1 6.245 667064 5.0
1-Hexanol, 2-et... 12.061 0.6 ug/L 85067 3 11.807 719498 5.0
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