LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040444.D

Aca On : 02 Oct 2020 00:57

Operator : SY/MD

Sample : L4240-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 36 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\SOMUTR092920WMA .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 1.552 49 66 69 rBv2 16254 44553 6.10% 0.973%
2 1.607 77 83 99 rvB 42866 54546 7.47% 1.191%
3 1.925 174 182 193 rVB 42609 55898 7.65% 1.221%
4 2.581 374 386 403 rBV 74705 124647 17.07% 2.722%
5 3.099 539 547 560 rVB2 11680 23039 3.15% 0.503%
6 3.379 617 634 654 rVB3 17951 40183 5.50% 0.877%
7 3.719 724 740 756 rBV2 43843 97591 13.36% 2.131%
8 4 _552 982 999 1012 rBV5 7138 17113 2.34% 0.374%
9 4.658 1015 1032 1071 rvv 91110 310426 42.50% 6.778%
10 4.829 1074 1085 1107 rVB 8917 23601 3.23% 0.515%

11 5.083 1149 1164 1186 rVB 91432 207981 28.48% 4.541%
12 5.742 1348 1369 1391 rBV2 164333 433805 59.40% 9.472%
13 6.263 1516 1531 1551 rBV 190625 355361 48.66% 7.759%
14 6.703 1652 1668 1686 rBV 115924 220470 30.19% 4.814%
15 7.575 1925 1939 1955 rBvV 54026 93562 12.81% 2.043%

16 7.906 2029 2042 2056 rBvV2 176204 303799 41.60% 6.634%
17 8.185 2115 2129 2143 rBV2 35736 60174 8.24% 1.314%
18 8.642 2256 2271 2302 rBV 394111 730335 100.00% 15.947%
19 9.420 2500 2513 2539 rBvV 267389 449421 61.54% 9.813%
20 10.755 2917 2928 2942 rVB 102270 164705 22.55% 3.596%

21 11.806 3243 3255 3270 rVB 259560 418998 57.37% 9.149%
22 12.189 3360 3374 3388 rBV 216061 349507 47 .86% 7.632%

Sum of corrected areas: 4579715
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU100120\
Data File : VYU040444.D

Aca On : 02 Oct 2020 00:57

Operator : SY/MD

Sample : L4240-16

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M

TRACE VOA SOM01.0

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

Abundance

350000

300000

250000

200000

150000

100000

50000

TIC: VU040444.D

4.66 5.08

2.58

455\ 4.83

5.74

6.26

6.7(

0=
Time-->

T ™ T
4.00 4.50 5.00

Abundance

350000

300000

250000

200000

150000

100000

50000

TIC: VU040444.D

9.42

7.91

!

10.75

11.81

Ot
Time-->

L e e e e e e S A v s s S e e e s e S R T =
9.50 10.00 10.50

T
11.00

i
11.50

L
12.00

Abundance

350000

300000

250000

200000

150000

100000

50000

TIC: VU040444.D

0=
Time-->

L
12.50

T
15.50

L e IS S s e o S s S s e e s s AL e
13.00 13.50 14.00 14.50 15.00

T
16.00

SOMUTR092920WMA.M Fri Oct 02 17:57:46 2020




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040444.D

Aca On : 02 Oct 2020 00:57

Operator : SY/MD

Sample : L4240-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 3

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

1.55 0.63 ug/L 44553 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Sulfur dioxide 64 02S 007446-09-5 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 65 (1.549 min): VU040444.D (-49) (-) m/z 64.00 100.00%
64
48
5000
L N AU
39 1.40 1.60 1.80 2.00
O o L o B S O B B o m/z 48.00 56.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #358: Sulfur dioxide
5000 L AL AU
1.40 1.60 1.80 2.00
2 m/z 66.00 4_47%
0 ‘ I |
UNLEER L L UL SR UL SR SRR SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
140 160 180  2.00
5000 48 m/z 50.00 2.66%
16
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- A B
64 1.40 1.60 1.80 2.00
m/z 39.00 1.31%
5000 48
28 ﬂ
16 |l
bbb 2 L b 77 93 106115 130 143 169 S |1 11 I
m/z--> 20 40 60 80 100 120 140 160 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040444.D

Aca On : 02 Oct 2020 00:57

Operator : SY/MD

Sample : L4240-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

3.38 0.57 ug/L 40183 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50

Abundance Scan 634 (3.379 min): VU040444.D (-617) (-) m/z 57.10 100.00%
41 3
5000
| | 53 n o 300 320 '3146' 360 3.80
O-rrrrrrprresregreprerre gty pe b e e e eepreepteeee e m/z 56.10 83.73%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000 NSNS AR SRR AN
300 3.0 340 3.60 3.80
m/z 41.10 80.00%

0 1 15 25 | 3337 | 1454953 61 67/1 77 86
SN S S -2 S A T o | PSS A v S
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance

57

300 3.20 3.40 3.60 3.80

5000 . 41 43.00 24.89%
o 15 37 53 63671 86
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57 300 3.20 3.40 3.60 3.80

39.00 19.92%

29 41
5000
2 15 ‘ ‘ ‘ 53 71 86 A
0 ! | ! |

m/z--> 0 5 10 15 20 25 30 35 40 455055 60 65 70 75 80 85 90 95 3.00 3.20 340 360 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040444.D

Aca On : 02 Oct 2020 00:57

Operator : SY/MD

Sample : L4240-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

3.72 1.37 ug/L 97591 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 83
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 40
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 40

Abundance Scan 740 (3.719 min): VU040444.D (-724) (-) m/z 57.10 100.00%
41
5000
86 SRR SRR AR
| ‘ 53 71 | 3.40 3.60 3.80 4.00
O e e m/z 41.10 83.39%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57
43
29
5000 AR SRR AR
39 3.40 3.60 3.80 4.00
5 86 m/z 43.10 72.19%
2 2 AL 93], 7}
S ) b A LAt At Ak AN ) AL LR ALY A AR LA A A AR LA LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 ¥
29 340 360 3.80 400
5000 m/z 56.10 59.16%
39 86
o 5 15 53 71
AL LAY LAY LAY L) R ALY LN KAL) LALLY ALY RALS] LARLY ML) KL KAL) LR LARA) KALR LR L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane LA L B L N BN |
57 3.40 3.60 3.80 4.00
a1 m/z 42.10 40.59%
5000
29 86
o 15 | 37|l 4953/ 6165 71 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 3.80 400
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100120\
Data File : VvU040444.D

Acq On : 02 Oct 2020 00:57

Operator : SY/MD

Sample - L4240-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 36 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 1.55 0.6 ug/L 44553 1 6.26 355361 5.0
(DEL) Alkane: Str... 3.38 0.6 ug/L 40183 1 6.26 355361 5.0
(DEL) Alkane: Str... 3.72 1.4 ug/L 97591 1 6.26 355361 5.0
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