LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51610.D

Acqg On : 31 Oct 2022 14:39
Operator : JC/MD

Sample : N5301-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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@51610.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.385 7 14 30 rVB 129766 149858 7.37% 0.833%
2 1.469 30 40 52 rBvV 147358 267460 13.16% 1.487%
3 1.601 74 81 111 rVB2 247598 411421 20.24% 2.287%
4 1.729 114 121 128 rBV 71636 79373  3.90% 0.441%
5 1.925 168 182 203 rVB2 295755 511736 25.17% 2.844%
6 2.575 369 384 392 rBV3 630940 1220523 60.04% 6.784%
7 2.620 392 398 420 rVB 380624 646285 31.79%  3.592%
8 2.945 488 499 517 rBV 66246 124497 6.12% 0.692%
9 3.186 560 574 590 rBv2 12602 29337 1.44% 0.163%
10 3.350 612 625 643 rBV 113468 224747 11.06% 1.249%
11 3.867 755 786 811 rBV3 68416 187254  9.21% 1.041%
12 4.616 1007 1019 1027 rBV 191686 425232 20.92% 2.363%
13 4.970 1113 1129 1144 rBV 146792 318187 15.65% 1.768%
14 5.083 1144 1164 1188 rVB3 341150 976317 48.03% 5.426%
15 5.314 1215 1236 1251 rBV2 77231 177700 8.74%  0.988%
16 5.523 1285 1301 1317 rBV 102958 229453 11.29% 1.275%
17 5.723 1341 1363 1376 rBV2 240978 665610 32.74%  3.699%
18 5.793 1377 1385 1403 rVB2 54868 111498 5.48% 0.620%
19 6.247 1510 1526 1544 rBV 196282 376239 18.51% 2.091%
20 6.539 1604 1617 1636 rBV 116592 221241 10.88% 1.230%
21 6.690 1650 1664 1683 rBV 173343 340897 16.77%  1.895%
22 7.565 1922 1936 1941 rBV 68061 114071 5.61% 0.634%
23 7.607 1941 1949 1969 rVB 186282 331336 16.30% 1.842%
24 7.790 1992 2006 2027 rBV 1169858 2032826 100.00% 11.298%
25 7.896 2028 2039 2054 rVW 277646 490264 24.12% 2.725%
26 7.970 2054 2062 2075 rVB2 19302 35216 1.73% 0.196%
27 8.182 2115 2128 2130 rBV 50494 74566  3.67% 0.414%
28 8.208 2131 2136 2157 rVB 89221 149944  7.38% 0.833%
29 8.398 2183 2195 2209 rBV2 98912 166743 8.20% 0.927%
30 8.552 2231 2243 2256 rBV 195947 329970 16.23% 1.834%
31 8.629 2256 2267 2299 rBV 608862 1113861 54.79% 6.191%
32 8.922 2345 2358 2374 rBV 108047 184774 9.09% 1.027%
33 9.417 2498 2512 2514 rBV 321954 423884 20.85% 2.356%
34 9.446 2515 2521 2549 rVB 533488 896840 44.12%  4.985%
35 10.288 2771 2783 2799 rBV 65853 109125 5.37% 0.607%

36 10.754 2913 2928 2949 rBV2 188642 399849 19.67% 2.222%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51610.D

Acqg On : 31 Oct 2022 14:39
Operator : JC/MD

Sample : N5301-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 11.465 3137 3149 3170 rBV 369397 574755 28.27% 3.194%
38 11.745 3224 3236 3246 rBV 243368 388287 19.10% 2.158%
39 11.812 3246 3257 3279 rVB2 308358 737314 36.27% 4.098%
40 12.192 3362 3375 3394 rBV 245559 408110 20.08% 2.268%
41 13.217 3682 3694 3714 rBV 354928 560095 27.55% 3.113%
42 13.838 3875 3887 3908 rBvV2 256997 415883 20.46% 2.311%
43 14.327 4028 4039 4061 rBvV 151347 251654 12.38% 1.399%
44 16.677 4760 4770 4780 rBV4 23168 35475 1.75% 0.197%
45 16.886 4823 4835 4844 rBV2 47502 72800 3.58% 0.405%
Sum of corrected areas: 17992507
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

. 8

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\

: VUe51610.D
: 31 Oct 2022 14:39
JC/MD
: N5301-03
: 25.0mL/MSVOA_U/WATER
Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

0

TIC: VU051610.D\data.ms

2.575

620
1.925

4.616

3.867

fﬁk 4.97

5.083

i\

5.314°-923

Tee T

5.723

793

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 6.20 6.40 6.60

Abundance

1000000

800000

600000

400000

200000

TIC: VU051610.D\data.ms

7.790

8.629
9.446

7.896
8.5

8.922
10.288

10.754

11.465
11.812

11.745 12.1

O+
Time-->

8.2083.398
T

‘ A
8.00 8.50

T |
9.00 9.50 10.00

\
10.50

11.00

T
.50

\ T
11 12.00

Abundance

1000000

800000

600000

400000

200000

TIC: VU051610.D\data.ms

13.217
13.838
14.327

16.6776-886

Time-->

12.50 13.00 13.50 14.00 14.50 15.00 15.50

16.00

16.50

T
17.50

17.00

SFAMUTR102822WMA.M Thu Nov @3 15:29:23 2022

Page: 3




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51610.D

Acqg On : 31 Oct 2022 14:39
Operator : JC/MD

Sample : N5301-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 2
R.T. EstConc Area Relative to ISTD R.T.
1.469 3.55 ug/L 267460 1,4-Difluorobenzene 6.247

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 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Sulfur dioxide 64 02S 007446-09-5 4
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 40 (1.469 min): VU051610.D\data.ms (-30) (-) m/z 64.00 100.00%
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Abundance #415: Sulfur dioxide
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Abundance #44547: L-Alanine, 3-sulfo- B
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m/z 41.00 0.78%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51610.D

Acqg On : 31 Oct 2022 14:39
Operator : JC/MD

Sample : N5301-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 3 Benzene, 1,3,5-trichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.217 3.80 ug/L 560095 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trichloro- 180 C6H3C13 000120-82-1 98
2 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
3 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 98
4 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 98
5 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 98
Abundance Scan 3694 (13.217 min): VU051610.D\data.ms (-3682) (- | m/z 180.00 100.00%
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m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55239: Benzene, 1,3,5-trichloro-
180.0
—— —
13.00 13.50
5000 m/z 145.00 28.98%
145.0
74.0 109.0
w T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55238: Benzene, 1,2,3-trichloro- 7 7
180.0 13.00 13.50
m/z 74.00 26.93%
5000
145.0
740  109.0
0l 260, 20 S| S
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103122\
Data File : VU@51610.D

Acqg On : 31 Oct 2022 14:39
Operator : JC/MD

Sample : N5301-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 8 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 1.469 3.5 ug/L 267460 1 6.247 376239 5.0
Benzene, 1,3,5-... 13.217 3.8 ug/L 560095 3 11.809 737314 5.0
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