LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040094.D

Aca On : 10 Sep 2020 20:22

Operator : SY/MD

Sample : L3961-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTRO83120WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.604 72 82 92 rvB2 49066 67445 10.59% 1.626%
2 1.752 102 128 129 rBvY 49834 161520 25.37% 3.893%
3 1.922 177 181 193 rVB 44924 49970 7 .85% 1.204%
4 2.581 372 386 399 rBV 76994 126293 19.83% 3.044%
5 2.665 399 412 435 rBV2 24486 76524 12.02% 1.844%
6 2.858 444 472 527 rBV 75521 636749 100.00% 15.347%
7 3.887 783 792 806 rVB5 4114 9215 1.45% 0.222%
8 4.652 1014 1030 1071 rBvV2 52325 170504 26.78% 4.110%
9 4.829 1071 1085 1103 rvv2 24559 57318 9.00% 1.382%
10 5.083 1147 1164 1181 rBV 70262 152909 24.01% 3.685%

11 5.742 1348 1369 1395 rBV3 128460 339277 53.28% 8.177%
12 6.263 1515 1531 1550 rBV2 139854 263110 41.32% 6.342%
13 6.703 1651 1668 1684 rBV2 82846 164383 25.82% 3.962%
14 7.575 1927 1939 1954 rBV2 40774 69770 10.96% 1.682%
15 7.906 2029 2042 2058 rBvV 148161 250716 39.37% 6.043%

16 8.186 2116 2129 2143 rBV2 27066 44517 6.99% 1.073%
17 8.639 2258 2270 2290 rBvV 219616 399399 62.72% 9.626%
18 8.935 2350 2362 2378 rBV3 4818 12173 1.91% 0.293%

19 9.420 2501 2513 2532 rBV 211093 346971 54.49% 8.363%
20 10.755 2916 2928 2942 rVB 68296 108739 17.08% 2.621%

21 11.806 3240 3255 3275 rVB 203483 323176 50.75% 7.789%
22 12.054 3320 3332 3353 rBV2 33659 60801 9.55% 1.465%
23 12.186 3362 3373 3393 rVB 159657 257477 40.44% 6.206%

Sum of corrected areas: 4148956
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU091020\
Data File : VU040094.D

Aca On : 10 Sep 2020 20:22

Operator : SY/MD

Sample : L3961-13

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M

TRACE VOA SOM01.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040094.D

Aca On : 10 Sep 2020 20:22

Operator : SY/MD

Sample : L3961-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Sulfur dioxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

1.75 3.07 ug/L 161520 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 74
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 127 (1.749 min): VU040094.D (-102) (-) m/z 64.00 100.00%

64
48
5000

36 160 180 2.00
e — m/z 47.95 57.05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #357: Sulfur dioxide
64
48

5000 e T
1.60 1.80 2.00

m/z 66.00 4_56%

16 ﬁz
O SR L I I I L IS UL UL UL B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance

1.60 1.80 2.00
5000 m/z 50.00 2.15%

32
O T e T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance : i i i

#6178: Aminomethanesulfonic acid — . . S B

64 160 180 2.00
48 m/z 65.10 1.37%
5000
42
0 |, 58 | 7581 96 111 R
O e e N o e P T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040094.D

Aca On : 10 Sep 2020 20:22

Operator : SY/MD

Sample : L3961-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Ethyl Acetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.83 1.09 ug/L 57318 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 78
4 Ethvl Acetate 88 C4H802 000141-78-6 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 38

Abundance Scan 1085 (4.829 min): VU040094.D (-1071) (-) m/z 43.00 100.00%
a3
5000
a0 6|1 70 88 4.40 4.60 4.80 5.00 5.20
O'W“P“Wmﬁ“”PmP“WmﬁA:W“P”W”W”W””LJW”W””WhP”W“ m/z 45.00 15.32%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate
43
5000
440 4.60 4.80 500 5.20
0,
29 61 1 m/z 61.10 12 _.40%
10 26 33 58| 74 88
miz-> 8 10 15 20 25 30 35 40 45 0 95 60 65 70 75 80 85 90 5
Abundance
43
440 460 480 500 520
5000 m/z 70.10 9.28%
15 22 61
o 19 26 0 88
S LA Y LARRN AL KRN N AL RARLY KR RAALY KAk BRI KAk AR LAy MUY KAL) KA LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate e e
43 440 4.60 4.80 500 5.20
m/z 41.90 7.73%
5000
29 61 4o
o 118 26 | i 57| 174 g3 88
m/z--> 5 10 1% 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040094.D

Aca On : 10 Sep 2020 20:22

Operator : SY/MD

Sample : L3961-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.05 0.94 ug/L 60801 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 59
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 53
Abundance Scan 3331 (12.051 min): VU040094.D (-3320) (-) m/z 57.10 100.00%
57
41
5000
70 83 %L—yv
L s ‘ || | T S 11.80 12.00 12.20 12.40
] R ERMRMR 1| 17888 111 FRSSECET| 1SRN | SSRGS MRS s atl m/z 41.10 53.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 11.80 12.00 12.20 12.40
29 70 83 m/z 43.10 39.96%
0 18 “\ \‘\ 51‘ ! 63 " ‘\ 9\8 1:!'2
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
57
11.80 12.00 12.20 12.40
5000 m/z 55.10 35.49%
41 70
29 83
ol 15 51 | 63 77 o1 % 112
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #13668: 2-Propyl-1-pentanol
57 11.80 12.00 12.20 12.40
m/z 56.10 28.12%
5000 41
- 70
83
R S 0 O 2 N -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091020\
Data File : VU040094.D

Acq On : 10 Sep 2020 20:22

Operator : SY/MD

Sample - L3961-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOMO01.0

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Sulfur dioxide 1.75 3.1 ug/L 161520 1 6.26 263110 5.0
Ethyl Acetate 4.83 1.1 ug/L 57318 1 6.26 263110 5.0
1-Hexanol, 2-ethyl- 12.05 0.9 ug/L 60801 3 11.81 323176 5.0
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