LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@61523\
Data File : VU@54544.D

Acqg On : 15 Jun 2023 23:31
Operator : MD/SY

Sample : 03253-19

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 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\SFAMUTRO60723WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@54544.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.518 55 71 82 rBV2 33408 117094 12.40% 1.449%
2 1.599 89 96 110 rVB 79137 93877 9.94% 1.162%
3 1.914 186 194 206 rVB 99555 130610 13.83% 1.616%
4 2.566 384 397 409 rBV 146644 237779 25.18%  2.943%
5 2.647 412 422 441 rVWW2 14827 38983 4.13% 0.482%
6 2.795 458 468 478 rBV 16772 29055 3.08% 0.360%
7 3.049 536 547 558 rVB4 5231 10111 1.07% 0.125%
8 4.631 1021 1039 1063 rBV 131565 394005 41.72% 4.876%
9 5.058 1157 1172 1196 rVB 180271 406304 43.02% 5.029%
10 5.721 1357 1378 1413 rBV2 343568 909425 96.30% 11.256%
11 6.245 1527 1541 1565 rBV 319493 626005 66.29% 7.748%
12 6.685 1664 1678 1698 rBV 225478 454966 48.18% 5.631%
13 7.563 1939 1951 1966 rBV 86953 158347 16.77%  1.960%
14 7.894 2041 2054 2069 rBV 386246 686617 72.71%  8.498%
15 7.968 2071 2077 2095 rVB2 18359 35373 3.75% 0.438%
16 8.177 2132 2142 2162 rBV 51960 95916 10.16% 1.187%
17 8.470 2224 2233 2243 rVB2 11185 17863 1.89% 0.221%
18 8.631 2270 2283 2315 rBV 469957 944365 100.00% 11.688%
19 8.788 2323 2332 2341 rBV3 16516 27782 2.94% 0.344%
20 9.412 2511 2526 2548 rBV 443153 758507 80.32%  9.388%
21  9.692 2603 2613 2626 rBv4 8514 14902 1.58% 0.184%
22 10.100 2729 2740 2748 rBV4 6315 10885 1.15% 0.135%
23 10.753 2930 2943 2966 rVB2 165486 278770 29.52% 3.450%
24 10.888 2976 2985 2998 rBV2 23457 37934 4.02% 0.469%
25 11.688 3224 3234 3245 rBV4 7759 14273 1.51% 0.177%

26 11.807 3258 3271 3293 rBV 458795 744438 78.83%
27 12.061 3338 3350 3367 rBV2 43999 103847 11.00%
28 12.187 3378 3389 3405 rBV 382447 632059 66.93%
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29 12.884 3597 3606 3618 rBV3 38158 59600 6.31% 738%
30 14.093 3965 3982 3992 rBV3 3988 10111 1.07% 125%
Sum of corrected areas: 8079803
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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\VU@61523\

1 VUe54544.D

: 15 Jun 2023 23:31

: MD/SY

: 03253-19

: 25.0mL/MSVOA_U/WATER

: 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO60723WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061523\
Data File : VU@54544.D

Acqg On : 15 Jun 2023 23:31
Operator : MD/SY

Sample : 03253-19

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO60723WMA.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.
1.518 0.94 ug/L 117094 1,4-Difluorobenzene 6.245

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 74
3 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 74
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
Abundance  Scan 71 (1.518 min): VU054544.D\data.ms (-55) (-) m/z 63.90 100.00%
5000 479 J\%\
I I
357 140 1.60 1.80
Obrrrprrrrpreerroiierbebb b2 909 m/z 47.85  51.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 L L LA B
140 160 1.80
m/z 49.90 6.91%
16.0 32"0
O\\\‘\\1\‘\\\\‘\\\\‘\\\\1\\\\‘\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0 p
I
140 1.60 1.80
5000 48.0 m/z 65.75 6.24%
17.0
M 32.0 .
o+t e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #21639: 2-Aminoethyl hydrogen sulfate R
64.0 140 1.60 1.80
m/z 43.95 5.07%
5000 48.0 %
0 b1 890 930 1110
R R R aiaa e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061523\
Data File : VU@54544.D

Acqg On : 15 Jun 2023 23:31

Operator : MD/SY

Sample : 03253-19

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO60723WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
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 3 1-Hexanol, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.061 0.70 ug/L 103847 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 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59

Abundance Scan 3350 (12.061 min): VU054544.D\data.ms (-3338) (- | m/z 57.00 100.00%
57.0

5000
83.0 ah S e
12.00
AL, ‘h JM \MM 931)11%0 9
0‘W‘HW‘HWH‘WH‘WH‘WH‘WH‘WHH‘HH‘HH,HH‘HHM‘H m/z 41.00 44.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 PANEYRIN B EV YL
43.0 12.00
29.0 83.0 m/z 55.00 37.01%
\M Il “ d ‘\ 980 112.0
OH‘HH‘\H\‘HH‘\H\‘\\H‘HH‘\H\‘\H\‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
n./‘\ /‘\/\/‘\ “ . ‘ﬁ"\r""\/\/\‘
12.00
5000 ITI/Z 42.90 34.37%
: e
H‘HH‘HH‘H‘wH‘w‘Hw‘uu‘H‘_H‘_H‘_‘H“‘H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #15685: 1-Hexanol, 2-ethyl- A ot
57.0 1200
m/z 56.00  26.26%
5000
41.0
83.0
9801120
0 |- 1300 AN N b e
H‘HH_H‘_Hw‘HWHH‘HHMH‘_HW‘HWHH,HH_H‘_H‘ ; e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@61523\
Data File : VU@54544.D

Acqg On : 15 Jun 2023 23:31
Operator : MD/SY

Sample : 03253-19

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 36 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO60723WMA .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 1.518 0.9 ug/L 117094 1 6.245 626005 5.0
1-Hexanol, 2-et... 12.061 0.7 ug/L 103847 3 11.807 744438 5.0
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