LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VvU040485.D

Aca On : 03 Oct 2020 17:28

Operator : SY/MD

Sample : L4240-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 1.366 3 8 19 rBV3 4961 6392 1.24% 0.146%
2 1.539 42 62 64 rBv2 23782 55662 10.83% 1.272%
3 1.607 77 83 98 rvB 50019 62064 12.07% 1.418%
4 1.922 174 181 193 rVB 38067 50624 9.85% 1.157%
5 2.581 374 386 401 rBV 80713 132088 25.69% 3.019%
6 3.099 538 547 561 rVB3 10636 21820 4.24% 0.499%
7 3.379 621 634 651 rBV2 20273 44737 8.70% 1.022%
8 3.719 725 740 758 rVB2 39247 86669 16.86% 1.981%
9 4.314 912 925 941 rVB6 3803 9749 1.90% 0.223%
10 4.456 955 969 981 rBV6 3464 8190 1.59% 0.187%
11 4_.552 985 999 1016 rBV3 9450 22813 4._.44% 0.521%

12 4.661 1016 1033 1075 rBV2 57547 219382 42.67% 5.014%
13 5.083 1139 1164 1181 rBV 74629 166502 32.38% 3.805%
14 5.742 1347 1369 1386 rBv4 142911 380366 73.98% 8.692%
15 6.263 1514 1531 1551 rBV 174251 327074 63.61% 7.475%

16 6.703 1652 1668 1686 rBV 94980 183592 35.71% 4._.196%

17 7.575 1926 1939 1952 rBV 48183 83884 16.31% 1.917%
18 7.906 2028 2042 2055 rBvV 163400 284119 55.26% 6.493%
19 7.973 2057 2063 2074 rVB3 3424 6000 1.17% 0.137%
20 8.185 2117 2129 2145 rBV2 34049 57893 11.26% 1.323%

21 8.642 2257 2271 2303 rBV 270307 514162 100.00% 11.750%
22 9.420 2498 2513 2547 rBV 251290 428009 83.24% 9.781%

23 9.690 2589 2597 2607 rBVvV2 5254 8194 1.59% 0.187%
24 10.754 2917 2928 2942 rBV 79478 128993 25.09% 2.948%
25 10.899 2960 2973 2986 rBV2 13215 23177 4_.51% 0.530%
26 10.996 2992 3003 3021 rBVZ2 42346 87890 17.09% 2.009%
27 11.086 3021 3031 3042 rVB2 17936 26855 5.22% 0.614%
28 11.227 3067 3075 3085 rBV2 10626 15921 3.10% 0.364%
29 11.288 3085 3094 3104 rVB 20767 29582 5.75% 0.676%
30 11.465 3138 3149 3162 rVB2 35749 53314 10.37% 1.218%
31 11.809 3244 3256 3272 rBV 254147 410939 79.92% 9.391%
32 11.889 3272 3281 3291 rVB 20396 30715 5.97% 0.702%
33 12.089 3335 3343 3349 rBV3 8293 13575 2.64% 0.310%
34 12.118 3349 3352 3361 rVB2 6243 7808 1.52% 0.178%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VvU040485.D

Aca On : 03 Oct 2020 17:28

Operator : SY/MD

Sample : L4240-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 - 0 Peak Location: TOP

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

Method
Title

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

35 12.188 3361 3374 3387 rBV 191755 312276 60.73% 7.136%

36 12.565 3482 3491 3500 rVB3 6929 9648 1.88% 0.220%

37 12.873 3578 3587 3600 rVB5 5076 8749 1.70% 0.200%

38 13.446 3756 3765 3776 rVB6 4322 7154 1.39% 0.163%

39 13.828 3875 3884 3897 rVB2 21905 33480 6.51% 0.765%

40 14.076 3953 3961 3977 rVB 4616 7041 1.37% 0.161%

41 14.320 4029 4037 4045 rBV4 6420 8704 1.69% 0.199%
Sum of corrected areas: 4375806
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
VU040485.D

03 Oct 2020 17:28

SY/MD

L4240-14

25_0mL/MSVOA U/WATER

11 Sample Multiplier: 1

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

: 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\VU100320\
Data File : VvU040485.D

Aca On : 03 Oct 2020 17:28

Operator : SY/MD

Sample : L4240-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 4

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

1.54 0.85 ug/L 55662 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5

Abundance Scan 62 (1.539 min): VU040485.D (-42) (-) m/z 64.00 100.00%
64
frrr[rrrr o
36 1.40 1.60 1.80
O L o B m/z 47.95 51.34Y%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 rfrrr oo
1.40 1.60 1.80
m/z 66.00 4 _59%
16 R
| !
L L L L WL U B SN SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
[rrrr[frrrr
1.40 1.60 1.80
5000 48 m/z 50.00 2.47%
17
32 76 9
OIIIII'"'I""I'"'I""I""I""I""IIIII
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- T
64 1.40 1.60 1.80
m/z 65.00 1.31%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169 SN K G —
m/z--> 20 40 60 80 100 120 140 160 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VvU040485.D

Aca On : 03 Oct 2020 17:28

Operator : SY/MD

Sample : L4240-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 5

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

3.38 0.68 ug/L 44737 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
3 1-Butanol. 2-methvl- 88 C5H120 000137-32-6 72
4 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 64

Abundance Scan 634 (3.379 min): VU040485.D (-621) (-) m/z 57.10 100.00%
7
41
5000
| | sl 60 s 300 320 '3'46' 360 3.80
o 1t 1 m/z 56.10 91.83%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12723: Hexane, 2,2,3-trimethyl-
57
5000 41 SRS AR AR RS
300 3.0 340 3.60 3.80
- 71 m/z 41.10 75.91%
0 "'P"'I}ﬂ'I"m“"'hlw'?gnklI”"w"”I'§?W""P"'}}ﬁ'l'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
29 41 300 320 340 360 3.80
5000 m/z 43.10 27.67%
0 "'}'“'I'%é'I”"I"”I"'?g'"Iﬁé'f%"??'?ﬁl""l“"l"'ﬂ'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2126: 1-Butanol, 2-methyl- e .... T
41 57 300 3.0 340 3.60 3.80
m/z 39.00 23.85%
29
5000 70
0 ”'P'”I”'W'”'P'”I”'?g'“P'“I”'W'ﬁ?P'“I“'W'”'P TTM&TF*4AHT“TTZ&Tﬁ
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VvU040485.D

Aca On : 03 Oct 2020 17:28

Operator : SY/MD

Sample : L4240-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 1.32 ug/L 86669 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 72
4 Hvdroperoxide. hexvl 118 C6H1402 004312-76-9 50
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 45

Abundance Scan 740 (3.719 min): VU040485.D (-725) (-) m/z 57.10 100.00%
41 7
5000 /\ /\
86 SRR SRR AR
‘ 53 6771 3.40 3.60 3.80 4.00

Ol m/z 41.10 85.27%
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 LA L L L L L L LB LB |
39 3.40 3.60 3.80 4.00
15 86 m/z 43.10 68.81%
2 2 L 53], I
| SN MBS {11 MNNS 1) PSS || SN EENA HN—
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 ¥
e
29 3.40 3.60 3.80 4.00
5000 m/z 56.10 57.88%
39 86
. ) 15 53 71
m/z--> 0O 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane R B e R
57 3.40 3.60 3.80 4.00
a1 m/z 42.10 40.98%
5000
29 86
15 | 37|l 4953/ 6165 71 77 )
AL A N——— VA SESRE B B ——
m/z--> 0O 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VvU040485.D

Aca On : 03 Oct 2020 17:28

Operator : SY/MD

Sample : L4240-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.00 1.07 ug/L 87890 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3004 (10.999 min): VU040485.D (-2992) (-) m/z 105.10 100.00%
105
5000
120
39 51 g 65 7|7 9|1 10.60 10.80 11.00 11.20 11.40
) SNSRI 1 NS PR S8 m/z 120.20 33.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
m/z 91.10 13.76%
s 2 3 sieges T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.00 13.51%
120
39 77 91
0 27 o1 5g 65 84 | 97 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl- AR A BELas L
105 10.60 10.80 11.00 11.20 11.40

m/z 106.10 9.89%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20 11.40

SOMUTR092920WMA .M Mon Oct 05 11:28:39 2020 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100320\
Data File : VvU040485.D

Aca On : 03 Oct 2020 17:28

Operator : SY/MD

Sample : L4240-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.47 0.65 ug/L 53314 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3151 (11.471 min):VUO40485.D(—3138)d)(—) m/z 105.20 100.00%
105
5000 120
39 Bl g5 7 gﬁ | 11.20 11.40 11.60 11.80
o S NS Mo MBSO | NS NSRS 7] RS m/z 120.20 43.85Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
77 m/z 119.20 15.04%
0 15 27 3\9\ 5\1 58 §§ | 9\1 97 || Al
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 91.00 13.38%
27 41 5leges 19l
S R R R RS AR NS ALRRA RS RS SRS SRAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
11.20 11.40 11.60 11.80
m/z 77.00 13.02%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100320\
Data File : VvU040485.D

Acq On : 03 Oct 2020 17:28

Operator : SY/MD

Sample - L4240-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 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 1.54 0.8 ug/L 55662 1 6.26 327074 5.0
(DEL) Alkane: Str... 3.38 0.7 ug/L 44737 1 6.26 327074 5.0
(DEL) Alkane: Str... 3.72 1.3 ug/L 86669 1 6.26 327074 5.0
Benzene, l-ethyl-... 11.00 1.1 ug/L 87890 3 11.81 410939 5.0
Benzene, 1,2,3-tr... 11.47 0.7 ug/L 53314 3 11.81 410939 5.0
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