LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071222\
Data File : VV026733.D

Acqg On : 12 Jul 2022 18:14
Operator : SY/MD

Sample : N3601-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 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_ V\Method\SFAMVTRO71122WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@26733.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.298 75 80 100 rVB 171261 196258 20.04%  2.065%
2 1.423 102 119 122 rBV 63230 168904 17.24% 1.777%
3 1.561 156 162 174 rVB 144316 170445 17.40% 1.793%
4 2.098 320 329 351 rVB 301192 465237 47.50%  4.895%
5 2.198 352 360 377 rW 22856 39190 4.00% 0.412%
6 2.285 377 387 400 rVB 52205 80541  8.22% 0.847%
7 3.908 880 892 938 rBvV2 79485 351186 35.86% 3.695%
8 4.342 1010 1027 1052 rBV 171173 435089 44.42%  4.578%
9 5.043 1229 1245 1284 rBV3 372309 979461 100.00% 10.305%
106 5.365 1333 1345 1365 rBV3 14587 33243 3.39% 0.350%
11  5.613 1411 1422 1458 rBV 254183 530082 54.12% 5.577%
12 5.912 1500 1515 1539 rBV 138771 287644 29.37% 3.026%
13 6.066 1550 1563 1590 rBV 216631 453945 46.35% 4.776%
14 6.985 1838 1849 1869 rBV2 68687 133990 13.68% 1.410%
15 7.313 1939 1951 1970 rBV 388703 682030 69.63% 7.176%
16 7.522 2006 2016 2033 rBV 44494 81127 8.28% 0.854%
17 7.625 2038 2048 2065 rBV 38392 71409 7.29% ©.751%
18 7.973 2135 2156 2180 rBV 403436 686747 70.11%  7.225%
19 8.092 2182 2193 2221 rBV 407797 799486 81.63% 8.412%
20 8.850 2418 2429 2455 rBV 405772 759241 77.52% 7.988%
21  9.018 2472 2481 2491 rBV2 6396 11074 1.13% 0.117%
22 9.146 2502 2521 2539 rVB4 18557 44377 4.53% 0.467%
23 9.500 2622 2631 2638 rBv4 8250 12407 1.27% 0.131%
24  9.545 2638 2645 2657 rVB 14785 23707  2.42%  0.249%
25 10.214 2843 2853 2870 rBV 164613 268859 27.45%  2.829%
26 10.381 2891 2905 2914 rBV6 4507 10443 1.07% 0.110%
27 10.452 2918 2927 2938 rBV5 7052 12711  1.30% 0.134%
28 10.542 2943 2955 2962 rBV4 9924 16331 1.67% 0.172%
29 10.741 3007 3017 3024 rBV 6454 10380 1.06% 0.109%
30 10.918 3061 3072 3080 rBV 16808 24907 2.54% 0.262%

31 11.249 3163 3175 3195 rBV 383044 635787 64.91%
32 11.339 3195 3203 3215 rVB5 15871 31534 3.22%
33 11.529 3251 3262 3280 rBV 91202 170087 17.37%
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34 11.622 3280 3291 3315 rVB 403986 684728 69.91% 204%
35 12.468 3544 3554 3563 rVB3 6535 10500 1.07% 110%
36 12.879 3676 3682 3691 rVV5 12107 16809 1.72% 0.177%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071222\
Data File : VV026733.D

Acqg On : 12 Jul 2022 18:14
Operator : SY/MD

Sample : N3601-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 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_ V\Method\SFAMVTRO71122WMA.M
Title : TRACE VOA SFAM1.0

37 12.950 3695 3704 3714 rVB5 7904 12963 1.32% 0.136%
38 13.271 3795 3804 3811 rBVS8 7798 12933 1.32% 0.136%
39 13.503 3865 3876 3885 rBv2 21039 34586 3.53% 0.364%
40 14.635 4217 4228 4236 rBv2 14296 22399 2.29% 0.236%
41 14.818 4277 4285 4299 rVB3 11028 20820 2.13% 0.219%
42 15.808 4585 4593 4600 rBV7 6963 11015 1.12% 0.116%

Sum of corrected areas: 9504612
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve71222\

: VWe26733.D

: 12 Jul 2022 18:14

: SY/MD

: N3601-16

: 25.0mL/MSVOA_V/WATER

: 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV026733.D\data.ms
5.043

2.098

5.613
1.561 6.066

1.298

4.342
5.912

3.908

5.365

Time-->

1.20 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 6.20 6.40

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV026733.D\data.ms
7.313 7.98392 8.850 11.249 11.622

10.214

11.529

6.985

0
Time-->

9.07g146 9%56°
Nz —

10.88554%0.740 71 } R
‘ ‘ e ‘
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV026733.D\data.ms

12468 12880 13271379 14.634.818 15.808 i

Time-->

L B A B L e L L A L A A B L B R B T T T T T [ T T T T ] 1
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_V\Data\VVv071222\
Data File : VV026733.D

Acqg On : 12 Jul 2022 18:14
Operator : SY/MD

Sample : N3601-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.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.
1.423 1.59 ug/L 168904 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 83
3 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 74
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
5 Dibenzo[cd,g]lindazole-3-sulfonic... 300 C14H8N204S 293765-87-4 64
Abundance Scan 119 (1.423 min): VV026733.D\data.ms (-102) (-) m/z 64.00 100.00%
64.0
. /—j\
T
. 1.20 1.40 1.60 1.80
Ol 2 e e 2o m/z 48,00 47.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #415: Sulfur dioxide
64.0
5000 L L LI B B
1.20 1.40 1.60 1.80
m/z 44.00 7.14%
32.0
O\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
64.0
R N AT
1.20 1.40 1.60 1.80
5000 m/z 65.90 4.,49%
0 111.0
T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21639: 2-Aminoethyl hydrogen sulfate R R mma
64.0 1.20 1.40 1.60 1.80
m/z 50.00 2.79%
5000
Ot o e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071222\
Data File : VV026733.D

Acqg On : 12 Jul 2022 18:14
Operator : SY/MD

Sample : N3601-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.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 Thiophene, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.522 0.53 ug/L 81127 Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 91
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, 2-methyl- 98 C5H6S 000554-14-3 91
Abundance Scan 2016 (7.522 min): VV026733.D\data.ms (-2006) (-) m/z 97.00 100.00%
97.0
5000
R e R
45.0 69.0 7.20 7.40 7.60 7.80
0Lt e e bt i 8Ll Tz 98.ee  54.35%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3517: Thiophene, 3-methyl-
97.0
5000 L B R I R R
7.20 7.40 7.60 7.80
45.0 m/Z 45.00 11.02%
270 0 e0
0 \H‘HH‘\\.H’H\‘\‘H\‘HHH“"H\‘}‘\\H“HH’HH‘HHiHH’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
97.0
7.20 7.40 7.60 7.80
5000 m/z 39.00 7.64%
45.0
27.0
0 1.0 14.0 69.0 82.0
R R R e e ABARaR naa s
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3518: Thiophene, 2-methyl-
97.0 7.20 7.40 7.60 7.80
m/z 69.00 7.18%
5000
45.0
27.0
o 1010070 | SO0 e | | ]l
m/z--> 0 10 20 30 40 50 60 70 80 90 100 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071222\
Data File : VV026733.D

Acqg On : 12 Jul 2022 18:14
Operator : SY/MD

Sample : N3601-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.529 1.34 ug/L 170087 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 80
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 80
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64

Abundance Scan 3262 (11.529 min): VV026733.D\data.ms (-3251) (- m/z 57.10 100.00%
57.1

5000 41.0
70.1 83.1 A
|

4>

YA

‘ “ 081 117.1 11.50
HW‘H‘_H‘_‘ﬂ_‘HiHH‘kuwwqwkw‘ul_‘uuuﬂ‘uu m/z 41.00  42.22%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
A

o

5000 e
11.50
70.0 83.0 m/z 55.10  33.33%
M\ o
OH\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
57.0
A\ \‘\ \A‘
11.50
5000 41.0 ITI/Z 43.10 32.23%
27 70.0 83.0
o 14.0 98.0 112.0
R A aaanan e LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15692: 1-Hexanol, 2-ethyl- Loy rﬂw*‘ Tl y
57.0 11.50

m/z 56.10  26.89%

5000 41.0
70.0 83.0
L 0
0 ‘ | T

m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50

SFAMVTRO71122WMA.M Wed Jul 13 15:41:13 2022 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv071222\
Data File : VV026733.D

Acqg On : 12 Jul 2022 18:14
Operator : SY/MD

Sample : N3601-16

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO71122WMA.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 1.423 1.6 ug/L 168904 1 5.613 530082 5.0
Thiophene, 3-me... 7.522 0.5 ug/L 81127 2 8.850 759241 5.0
1-Hexanol, 2-et... 11.529 1.3 ug/L 170087 3 11.249 635787 5.0
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