LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040441.D

Aca On : 01 Oct 2020 23:47

Operator : SY/MD

Sample : L4240-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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 1.498 37 49 74 rBV 177399 805209 1.13% 0.473%
2 3.102 516 548 572 rBVY 12629876 28638534 40.01% 16.836%
3 3.382 615 635 661 rBY 21185664 47160587 65.89% 27.724%
4 3.729 720 743 768 rBVY 31843421 71572774 100.00% 42.075%
5 4.317 905 926 947 rBY 3380425 9032413 12.62% 5.310%
6 4.456 949 969 986 rVV 3169182 8019406 11.20% 4.714%
7 4 _.552 986 999 1017 rVvVv 835713 1996487 2.79% 1.174%
8 4.668 1017 1035 1071 rVB3 274376 874985 1.22% 0.514%
9 8.639 2253 2270 2301 rBV 430790 781376 1.09% 0.459%
10 12.182 3361 3372 3391 rVB4 651333 1224755 1.71% 0.720%

Sum of corrected areas: 170106526
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU100120\
Data File : VYU040441.D

Aca On : 01 Oct 2020 23:47

Operator : SY/MD

Sample : L4240-12

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 33 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: vU040441.D
3e+07 373

2.5e+07
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5000000 4.321.46
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Abundance TIC: vU040441.D
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. e v
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Abundance TIC: vU040441.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040441.D

Aca On : 01 Oct 2020 23:47

Operator : SY/MD

Sample : L4240-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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 7

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

1.50 4.60 ug/L 805209 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 50 (1.501 min): VU040441.D (-37) (-) m/z 64.00 100.00%
64
48
5000

1.40 1.50 1.60 1.70 1.80 1.90

o — m/z 48.00 56.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #358: Sulfur dioxide
5000

1.40 1.50 1.60 1.70 1.80 1.90
m/z 66.00 4.79%

32
0...,....“...,l..w....i..”,. A s S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
64
1.401.501.601.70 1.80 1.90
5000 48 m/z 50.00 2.69%
16 32
O e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6177: Aminomethanesulfonic acid
64 1.401.501.601.70 1.80 1.90
m/z 65.00 1.07%
5000 48
17
0 12 ‘ 24 32 42 58 | 69 76 96
T B B T B i
m/z--> 10 20 30 40 50 60 70 80 90 100 1.401.501.601.701.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040441.D

Aca On : 01 Oct 2020 23:47

Operator : SY/MD

Sample : L4240-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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 3

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

3.10 163.65 ug/L 28638500 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 33
5 Pentane 72 C5H12 000109-66-0 33

Abundance Scan 547 (3.099 min): VU040441.D (-516) (-) m/z 43.10 100.00%
a3
5000
71
3 57 280 3.00 320 340
35 4953| 6367 7781 86 : ' : '
O“M“W“W“W“W“W“W“W“WJW’W“W“M“W“W“L“W“W“W“W“w' m/z 42.10 53.41%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43
5000 IR AR R RS LR
2.80 3.00 3.20 3.40
o & m/z 41.10 39.49%
57
2 15 132 53] ‘ 86
) ey L ek LA LA AN AR ALY SAARA LA SR LA AN AL AL AL A LA AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
280 3.00 320 340
5000 m/z 71.20 34 .78%
27 71
15 % 57
0 2 31 53 | 6367 86
B L) LA L) L) LA LA AL RS AL L) SAA) LA LD WAL AR LRSI RALA LR MR B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- R R R R
43 2.80 3.00 3.20 3.40
m/z 39.10 18.22%
5000
71
27 39 55 86
15 ‘ All, 511 6367
O T T T RS SRR RS LR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040441.D

Aca On : 01 Oct 2020 23:47

Operator : SY/MD

Sample : L4240-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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 2

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

3.38 269.49 ug/L 47160600 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
5 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 40

Abundance Scan 634 (3.379 min): VU040441.D (-615) (-) m/z 57.10 100.00%
57
41
5000
e e e
37 | lus4053|| 636771 7781 86 3.00 3.20 3.40 3.60 3.80
0““mW”WMWMWMWMWMWMWML¢WWW“J'M“W“WLW”W“WLW“W“' m/z  56.05 85.95%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl- /\
57
41 /\
5000 29 LS VRS AR SRS R
3.00 3.20 3.40 3.60 3.80
m/z 41.10 69.79%
0 15 37 “ 53 | 6367 /" 86
miz--> T L TG 8 30 25 90 % 40 45 50 5 &0 65 70 75 5 B %
Abundance
57
'|%q'w"w"“|'“'|“
29 41 3.00 3.20 3.40 3.60 3.80
5000 m/z 43.10 26.52%
0 2 15 53 71 86
B L L L L K L LY LY K LA A A KA Al Ky R R R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl- AR e
57 3.00 3.20 3.40 3.60 3.80
m/z 39.05 18.95%
29 41
5000 /\
o 1 15 25 | 3337 | 454953 || 61 6771 77 86
miz--> T T i o b e b o o 300 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040441.D

Aca On : 01 Oct 2020 23:47

Operator : SY/MD

Sample : L4240-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

3.73 408.99 ug/L 71572800 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 91
3 n-Hexane 86 C6H14 000110-54-3 87
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 40
5 1-Pentene, 4-methyl- 84 CG6H12 000691-37-2 38

Abundance Scan 743 (3.729 min): VU040441.D (-720) (-) m/z 57.10 100.00%
M El
5000 /\
- 8 340 3.60 3.80 4.00
37|,||1454953)||, 6367 ' 7781
0”m“W“W“W“W“W“W“W”W“W”W”W“LLW“W“W“W“W“J“W“W' m/z 41.10 82.08%
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 SRR SR RS SRR
39 3.40 3.60 3.80 4.00
5 86 m/z 43.10 71.74%
2 \ 25 ‘ 53 n
) ey L Sk LA LA AN AAA ARR) SRR LA AR LA AL AL AL AL A LA AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 57
29 3.'40 3.%0 3.130 4.60 !
5000 m/z 56.10 51.83%
39 86
o 5 15 53 71
SRR ) AL LALRY LA LAk LR RURNAAL) SAALN AR SLRL) LAAE) RSN RAA) RARA) LALR) BALLA LALSLARLY AR
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 L L L NN |
57 M03m1m04m
a1 m/z 42.10 37.32%
5000
29 86
o 15 || a7l 4953|6165 7t 77 A
miz--> D e B e T a2 25 ab e T T 20 e oy o 340 360 3.80 400
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040441.D

Aca On : 01 Oct 2020 23:47

Operator : SY/MD

Sample : L4240-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

4.32 51.61 ug/L 9032410 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 90
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 78
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72

Abundance Scan 927 (4.321 min): VU040441.D (-905) (-) m/z 57.10 100.00%
57
43
5000 85

4.00 4.20 4.40 4.60

51 69
0...,....,....,....,..??',-:...,.-.'.:,‘.3?..,...7.7,...-.,....1?9..., m/z 43.10 61.15%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85

4.00 4.20 4.40 4.60
m/z 41.10  45.55%

29
0 37, 51 | 6369 77 | 100
s B e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
43
4.00 4.20 4.40 4.60
5000 m/z 85.15 42 _.23%
29 85
o2 37 51 6369 77 100
B AL L e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3986: Pentane, 2,2-dimethyl- e RERRNTEESE SIS
57 4.00 4.20 4.40 4.60
43 m/z 56.10 42.18%
5000
29 85
0 1 15 L 37| 51/ 6369 77 100
i LA B e e R BN S S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040441.D

Aca On : 01 Oct 2020 23:47

Operator : SY/MD

Sample : L4240-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

4._.46 45.83 ug/L 8019410 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59

Abundance Scan 970 (4.459 min): VU040441.D (-949) (-) m/z 43.10 100.00%
a3 57
5000
85
4.20 4.40 4.60 4.80
69
0 ...,....,....,....,..?.il:..??'.'..-,‘??..-,..??,..L.??..???..., m/z 57.10 81.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
4.20 4.40 4.60 4.80
29 85 m/z 41.10 53.19%
0 15 || 37 51 ||, 63 69 \ 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43
o7 420 440 4.60 4.80
5000 m/z 56.10 44 .65%
27 85
0 15 37 51 69 77 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3998: Butane, 2,2,3-trimethyl- I EEam s A e
57 4.20 4.40 4.60 4.80
43 m/z 42.10 26.55%
5000
29 85
15
0 1 \ L‘ 37, 51, 636975 100
miz--> 0 10 20 30 40 50 60 70 8 90 100 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VvU040441.D

Aca On : 01 Oct 2020 23:47

Operator : SY/MD

Sample : L4240-12

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 33 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 7 (DEL) Alkane: Cyclic4.55 Concentration Rank 6

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

4_.55 11.41 ug/L 1996490 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 56

Abundance Scan 998 (4.549 min): VU040441.D (-986) (-) m/z 56.10 100.00%
56
41
5000 69
e AR
8 420 4.40 4.60 4.80
37 51 | 6165, 74 79
0........,....,....,....,....,....,....,....,....,'..|.'.,....,:.!:,:..,....,.:.'.,....,....,....',....,...., m/z 41.10 54.68%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56
41
5000
69 420 4.40 4.60 4.80
27 a4 m/z 69.10 40.97%
o 1 15 113337, | SIH“ 6165 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
420 4.40 4.60 4.80
5000 41 m/z 55.10 26.61%
69
7 84
0 15 31 37 51 |, 6165 7377
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl-
56 420 4.40 4.60 4.80
a1 m/z 39.10 24 _.23%
5000
27
69
0 1 1\5 ! ‘ 37\ ‘\ 51\\‘ ! 65 ‘ 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 440 460 4.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100120\
Data File : VU040441.D

Acq On : 01 Oct 2020 23:47

Operator : SY/MD

Sample - L4240-12

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOMO1.0

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 1.50 4.6 ug/L 805209 1 6.26 874985 5.0
(DEL) Alkane: Str... 3.10 163.7 ug/L 28638500 1 6.26 874985 5.0
(DEL) Alkane: Str... 3.38 269.5 ug/L 47160600 1 6.26 874985 5.0
(DEL) Alkane: Str... 3.73 409.0 ug/L 71572800 1 6.26 874985 5.0
(DEL) Alkane: Str... 4.32 51.6 ug/L 9032410 1 6.26 874985 5.0
(DEL) Alkane: Str... 4._46 45.8 ug/L 8019410 1 6.26 874985 5.0
(DEL) Alkane: Cyc... 4.55 11.4 ug/L 1996490 1 6.26 874985 5.0
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