LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51636.D

Acqg On : 01 Nov 2022 01:59
Operator : JC/MD

Sample : N5321-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 35 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\SFAMUTR102822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51636.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.478 34 43 52 rBV 208428 379475 34.19% 4.024%
2 1.787 133 139 155 rVB 192085 246449 22.20% 2.613%
3  2.469 346 351 363 rVB3 14817 22380 2.02% 0.237%
4 2.565 368 381 394 rVB 98102 160514 14.46% 1.702%
5 2.684 409 418 433 rVB 52114 92382 8.32% 0.980%
6 2.790 440 451 469 rVB 75205 126722 11.42% 1.344%
7 3.044 522 530 540 rVB5 6174 11472 1.03% 0.122%
8 4.626 1010 1022 1068 rBV 179355 553208 49.84% 5.866%
9 5.063 1142 1158 1186 rBV 156789 365961 32.97% 3.881%
106 5.723 1339 1363 1375 rBV2 265805 733080 66.05% 7.774%
11  6.022 1444 1456 1469 rVB2 21183 40749 3.67% 0.432%
12 6.247 1513 1526 1548 rBV 222077 431690 38.89% 4.578%
13 6.542 1604 1618 1639 rBV 229672 439730 39.62% 4.663%
14 6.690 1649 1664 1681 rBV 200307 388039 34.96% 4.115%
15 7.565 1924 1936 1955 rBV 68934 122511 11.04%  1.299%
16 7.896 2025 2039 2056 rBV 235840 417021 37.57% 4.422%
17 7.973 2056 2063 2075 rVB2 8325 15304 1.38% 0.162%
18 8.099 2090 2102 2117 rBV 111404 192758 17.37%  2.044%
19 8.179 2117 2127 2143 rVB2 43595 75142 6.77% 0.797%
20 8.552 2230 2243 2257 rBV 487874 821383 74.00% 8.710%
21 8.632 2257 2268 2301 rVB 613152 1109924 100.00% 11.770%
22 9.417 2496 2512 2541 rBV2 353139 712663 64.21% 7.557%
23 9.571 2550 2560 2569 rBvV2 13083 20446 1.84% 0.217%
24  9.700 2580 2600 2614 rBV5 29612 68830 6.20% ©.730%
25 10.054 2701 2710 2716 rBV4 9630 15180 1.37% 0.161%
26 10.099 2716 2724 2743 rVB 23603 39598 3.57% 0.420%
27 10.755 2916 2928 2943 rBV 194967 308932 27.83% 3.276%
28 10.893 2963 2971 2982 rVB3 9031 15708 1.42% 0.167%
29 10.999 2994 3004 3022 rVB3 7100 14569 1.31% 0.154%
30 11.089 3022 3032 3043 rBV3 14055 22423  2.02% 0.238%
31 11.291 3083 3095 3103 rBV 8092 13135 1.18% 0.139%
32 11.468 3136 3150 3160 rBV 19493 31066 2.80% 0.329%
33 11.639 3184 3203 3210 rBV 4930 11492 1.04% 0.122%
34 11.809 3242 3256 3275 rBV 320044 590450 53.20% 6.261%
35 11.902 3275 3285 3298 rVB5 20743 48128 4.34% ©.510%
36 12.060 3324 3334 3342 rBV4 26024 50813 4.58% 0.539%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51636.D

Acqg On : 01 Nov 2022 01:59
Operator : JC/MD

Sample : N5321-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 35 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\SFAMUTR102822WMA.M
Title : TRACE VOA SFAM1.0

37 12.192 3362 3375 3396 rBvV2 289276 525849 47.38% 5.576%

38 12.947 3599 3610 3625 rBV3 15838 34813 3.14% 0.369%
39 13.291 3709 3717 3736 rVBlo 7048 12760 1.15% 0.135%
40 13.452 3757 3767 3776 rBVS 12391 20288 1.83% 0.215%
41 13.513 3778 3786 3796 rvVB7 10080 18644 1.68% ©0.198%
42 13.841 3877 3888 3901 rBV7 6749 12253 1.10% ©.130%
43 14.086 3955 3964 3983 rVB2 21905 42864 3.86% ©.455%
44 15.224 4307 4318 4327 rBV2 11784 19275 1.74% 0.204%
45 15.410 4367 4376 4388 rBv4 11968 21113 1.90% 0.224%
46 16.410 4677 4687 4694 rBV8 7182 13061 1.18% 0.139%
Sum of corrected areas: 9430247
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
: VU@51636.D
: 01 Nov 2022 01:59
JC/MD
: N5321-23
: 25.0mL/MSVOA_U/WATER
: 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51636.D

Acqg On : 01 Nov 2022 01:59
Operator : JC/MD

Sample : N5321-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.478 4.40 ug/L 379475 1,4-Difluorobenzene 6.250

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

Abundance  Scan 43 (1.478 min): VU051636.D\data.ms (-34) (-) m/z 64.00 100.00%

64.0
5000
1.40 1.60 1.80
o - m/z 48.00  44.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000
1.40 1.60 1.80
m/z 66.00 4.86%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T
1.40 1.60 1.80
5000 m/z 50.00 2.08%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e
64.0 1.40 1.60 1.80
m/z 64.90 0.84%
5000
44,
16.0
ol ‘ L ‘ 93.0 1150 143.0 169.0
R L e R B a e
m/z--> 20 40 60 80 100 120 140 160 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51636.D

Acqg On : 01 Nov 2022 01:59
Operator : JC/MD

Sample : N5321-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Methanethiol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.787 2.85 ug/L 246449 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 83
3 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7
4 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7
5 Methane, nitroso- 45 CH3NO 000865-40-7 5

Abundance Scan 139 (1.787 min): VU051636.D\data.ms (-133) (-) m/z 47.00 100.00%

47.0
5000 /\\
R A RREES e
1.60 1.80 2.00 2.20
0 MW_MW,M 649 790 940 4z 48.00 82.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #126: Methanethiol
47.0
5000 L L L DL
1.60 1.80 2.00 2.20
m/z 45.00 53.60%
15.0 33.0
0\\\‘\‘\“\\‘\\\\‘“\\\’\1!w\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #127: Methanethiol
47.0
R A EBRRNRE
1.60 1.80 2.00 2.20
5000 m/z 46.00 13.15%
14.0 3:‘3'0 ‘
Ol e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #122: Hydroxylamine, O-methyl- PP T T T
7.0 1.60 1.80 2.00 2.20
m/z 44.00 7.99%
0 m_HWHHUM‘,‘HWm‘mwm‘m‘_m_ N
m/z--> 10 20 30 40 50 60 70 80 90 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51636.D

Acqg On : 01 Nov 2022 01:59

Operator : JC/MD

Sample : N5321-23

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
: TRACE VOA SFAM1.0

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Thiophene, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.099 1.35 ug/L 192758 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 93
2 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
3 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
4 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91
5 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
Abundance Scan 2102 (8.099 min): VU051636.D\data.ms (-2090) (-) m/z 97.00 100.00%
97.0
5000
A A
450  gg0 7.80 8.00 8.20 8.40
0L rrre el g 028 el AELS sz 9800 53.56%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #3519: Thiophene, 2-methyl-
97.0
5000
7.80 8.00 8.20 8.40
45.0 o m/z 45.00 10.26%
0 H\‘HH‘\H\‘\2\7\"0\H}“H‘H‘i‘\‘\\‘“‘\‘\‘H“.‘\\\\8‘\3\.\0\‘\\\\”\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #3520: Thiophene, 3-methyl-
97.0
PPt e T
7.80 8.00 8.20 8.40
5000 m/z 99.00 7.85%
45.0
27.0
ol 20 Tl e L
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #3516: Thiophene, 2-methyl- N AAAAREEES S
97.0 7.80 8.00 8.20 8.40
m/z 53.10 7.05%
5000
45.0
27.0 ‘ 69.0
0 u\‘\\u‘\u\‘\\1‘\‘\u‘l“um“w‘\\‘1“u\\‘i‘\\u‘\m‘\m‘pm‘uu‘ e R RERaE T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 7.80 8.00 8.20 8.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51636.D

Acqg On : 01 Nov 2022 01:59
Operator : JC/MD

Sample : N5321-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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|
Sulfur dioxide 1.478 4.4 ug/L 379475 1 6.250 431690 5.0
Methanethiol 1.787 2.9 ug/L 246449 1 6.250 431690 5.0
Thiophene, 2-me... 8.099 1.4 wug/L 192758 2 9.417 712663 5.0
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