LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036164.D

Aca On : 12 Dec 2019 21:36

Operator : JC/MD

Sample : K6273-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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\SOMUTR121219WMA .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 1.369 3 9 29 rVB 1560356 1500243 100.00% 11.903%
2 1.456 31 36 44 rVB2 15935 17591 1.17% 0.140%
3 1.504 44 51 58 rBv 99989 103349 6.89% 0.820%
4 1.610 73 84 98 rBv3 710310 1173239 78.20% 9.308%
5 1.675 99 104 108 rVvVv 29854 33782 2.25% 0.268%
6 1.704 108 113 120 rvv2 26060 33662 2.24% 0.267%
7 1.749 120 127 139 rVB 95551 115462 7.70% 0.916%
8 1.929 174 183 197 rVB2 185739 261750 17 .45% 2.077%
9 2.012 201 209 221 rVB 106268 143965 9.60% 1.142%
10 2.176 250 260 267 rBV 149818 206251 13.75% 1.636%
11 2.224 267 275 294 rVB3 132777 233520 15.57% 1.853%
12 2.340 304 311 319 rVB2 17688 24526 1.63% 0.195%
13 2.437 333 341 352 rVB 56956 91769 6.12% 0.728%
14 2.488 353 357 373 rVB2 11417 17373 1.16% 0.138%
15 2.594 377 390 405 rBV 229891 377593 25.17% 2.996%
16 2.675 405 415 427 rVB 12963 25672 1.71% 0.204%
17 2.822 449 461 475 rBvV2 26941 48444 3.23% 0.384%
18 3.012 504 520 532 rBV10 12230 33640 2.24% 0.267%
19 3.118 544 553 562 rVB4 10148 18611 1.24% 0.148%
20 3.398 627 640 655 rVB6 13856 30119 2.01% 0.239%
21 3.626 697 711 728 rVB3 26193 59649 3.98% 0.473%
22 3.739 733 746 763 rVB5 16603 38660 2.58% 0.307%

23 4.691 1024 1042 1064 rBvV 160055 444196 29.61% 3.524%
24 5.112 1156 1173 1194 rBV 213441 471066 31.40% 3.737%
25 5.771 1354 1378 1407 rBV2 400593 1051138 70.06% 8.339%

26 6.067 1461 1470 1482 rVB9 8461 16999 1.13% 0.135%
27 6.170 1488 1502 1514 rBV9 5743 15053 1.00% 0.119%
28 6.292 1525 1540 1559 rBvV 317536 616319 41.08% 4 _.890%
29 6.584 1619 1631 1643 rBV5 18602 39676 2.64% 0.315%

30 6.732 1660 1677 1696 rBV 256280 499493 33.29% 3.963%

31 7.600 1934 1947 1961 rBvV2 115073 205886 13.72% 1.633%
32 7.932 2035 2050 2064 rBV 429191 750821 50.05% 5.957%
33 7.999 2067 2071 2081 rVB5 11734 19189 1.28% 0.152%
34 8.215 2126 2138 2153 rBV3 85509 180548 12.03% 1.432%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036164.D

Aca On : 12 Dec 2019 21:36

Operator : JC/MD

Sample : K6273-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA .M
TRACE VOA SOMO1.0

35 8.678 2269 2282 2310 rBV 550814 1129994 75.32% 8.965%

36 8.822 2321 2327 2338 rVB9 12010 20391 1.36% 0.162%
37 9.446 2509 2521 2554 rBV 483811 833724 55.57% 6.615%
38 10.784 2925 2937 2952 rBV 232653 375489 25.03% 2.979%
39 11.835 3251 3264 3280 rBV 379662 627946 41.86% 4.982%
40 12.214 3370 3382 3399 rVB 399561 667276 44.48% 5.294%

41 12.909 3588 3598 3608 rBV6 17162 25558 1.70% 0.203%
42 16.359 4664 4671 4681 rBV7 17601 24792 1.65% 0.197%
Sum of corrected areas: 12604424
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

25.0mL/MSVOA U/WATER
20

= Z:\VOASRV\HPCHEMI1\MSVOA U\DATA\VU121219\
- VU036164.D

: 12 Dec 2019 21:36

- JC/MD

- K6273-07

Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR121219WMA.M

Quant Title

TIC Library

- 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\VU121219\
Data File : VU036164.D

Aca On : 12 Dec 2019 21:36

Operator : JC/MD

Sample : K6273-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA_M
Quant Title : 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 (DEL) Alkane: Cyclicl.37 Concentration Rank 1

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

1.37 12.17 ug/L 1500240 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cvclopronane 42 C3H6 000075-19-4 9
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 9 (1.369 min): VU036164.D (-3) (-) m/z 41.05 100.00%
5000

1.40 1.50 1.60 1.70 1.80

bl 8 e m/Z 39.05 79.91%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #57: Propene
1
5000 27 LA LI L L L LB L L) LB
1.40 1.50 1.60 1.70 1.80
m/z 42.10 62.16%
1 15
0 SN
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
41
1.40 1.50 1.60 1.70 1.80
5000 27 m/z 44.05 33.18%
2 15
ol iAo e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #60: Cyclopropane LB AEEEE T e
42 1.40 1.50 1.60 1.70 1.80
m/z 43.05 33.07%
5000 27
14
0 .“.JMPM.J...w...w...w...w...w.......w..”,..”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.40 150 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036164.D

Aca On : 12 Dec 2019 21:36

Operator : JC/MD

Sample : K6273-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA_M
Quant Title : 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: Cyclicl.75 Concentration Rank 6

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

1.75 0.94 ug/L 115462 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 2-methvl- 56 C4H8 000115-11-7 80
2 1-Propene. 2-methvl- 56 C4H8 000115-11-7 80
3 2-Butene. (2)- 56 C4H8 000590-18-1 80
4 2-Butene 56 C4H8 000107-01-7 74
5 2-Butene, (2)- 56 C4H8 000590-18-1 74

Abundance Scan 127 (1.749 min): VU036164.D (-120) (-) m/z 41.10 100.00%
a4
56
5000
AP A R
1.60 1.80 2.00
0 o 8 e 2 9% m/z 56.10  77.03%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #188: 1-Propene, 2-methyl-
a
5000 %6 R S R A
1.60 1.80 2.00
28 m/z 39.00 45_43%
o2 15 L
m/z--> O 20 40 60 8 100 120 140 160 180 200
Abundance
4
B S R S
1.60 1.80 2.00
5000 56 m/z 55.10 32.20%
28
> 15
o B U UL UL UL B B L B WA W
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #181: 2-Butene, (2)-
a 1.60 1.80 2.00
m/z 53.05 12_.78%
56
5000
28
0 W"}a'"W"'W'"W"'W"'W"”I"”I"”I"”I"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036164.D

Aca On : 12 Dec 2019 21:36

Operator : JC/MD

Sample : K6273-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA_M
Quant Title : 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 5

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

2.01 1.17 ug/L 143965 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 87
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 43
5 Pentane 72 C5H12 000109-66-0 42

Abundance Scan 208 (2.009 min): VU036164.D (-201) (-) m/z 43.05 100.00%
43 57
5000
72 15 210 1.60 1.80 2.00 2.20 2.40
Ol et S22 Tm/z 41.05  89.04%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 m/z 42.10 88.36%
72
0'|“}EJL“|'J|“'w'“'w'“|“'w'“'w'“l“'w'“'w'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.05 78.82%
, 18 72
G L L L IR AL W B SRS SRS RN SRR R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #712: Butane, 2-methyl-
43 1.60 1.80 2.00 2.20 2.40
m/z 56.05 27 .67%
57
5000 27
15
2 ‘ 1l ! 2
O e ot o B et
m/z--> 0O 20 40 60 8 100 120 140 160 180 200 220 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036164.D

Aca On : 12 Dec 2019 21:36

Operator : JC/MD

Sample : K6273-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA_M
Quant Title : 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: Cyclic2.18 Concentration Rank 3

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

2.18 1.67 ug/L 206251 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (2)- 70 C5H10 000627-20-3 87
2 Cvclopropane. ethvl- 70 C5H10 001191-96-4 76
3 2(3H)-Furanone. dihvdro-3.5-dime... 114 C6H1002 005145-01-7 64
4 1-Pentene 70 C5H10 000109-67-1 64
5 1-Pentene 70 C5H10 000109-67-1 64

Abundance Scan 261 (2.179 min): VU036164.D (-250) (-) m/z 42.05 100.00%
®
70
5000

1.80 2.00 2.20 2.40 2.60

63
o} S RPN ' PRI - S BN - 2 2 m/z 55.10 80.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #557: 2-Pentene, (2)-
56
5000
42 70 1.80 2.00 2.20 2.40 2.60
29 m/z 70.05 56.59%
s ) Ml e
L L = = = S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
42
1.80 2.00 2.20 2.40 2.60
5000 55 m/z 41.05 47 .29%
27 70
o 15 63
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7297: 2(3H)-Furanone, dihydro-3,5-dimethyl-
42 55 1.80 2.00 2.20 2.40 2.60
m/z 39.00 43.99%
5000 70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036164.D

Aca On : 12 Dec 2019 21:36

Operator : JC/MD

Sample : K6273-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA_M
Quant Title : 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 2

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

2.22 1.89 ug/L 233520 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 CBHH12 000109-66-0 87
2 Pentane 72 CH5H12 000109-66-0 80
3 Pentane 72 CH5H12 000109-66-0 80
4 Pentane 72 CBHH12 000109-66-0 64
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9

Abundance Scan 274 (2.221 min): VU036164.D (-267) (-) m/z 43.10 100.00%
43
5000
> 72 1.80 2.00 2.20 2.40 2.60
ol 96 115129 220 235 250 m/z 42.10 59_77%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #706: Pentane
43
5000
1.80 2.00 2.20 2.40 2.60
27 57 7 m/z 41.05 52.97%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 27 m/z 39.10 17 .06%
57
0 14 2
m/z--> (I) 2|0 4IO 6|O 8IO 1CI)O 12|O 14|10 160 180 200 22|O 24|10
Abundance #707: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 57.10 16.53%
5000
27
‘ 57 72
0'I”%ﬂ'L'M'Jl”lﬁ'“'P'“l“'W'“'"” SSEBI SRR BRRBN DO
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU121219\
Data File : VU036164.D

Aca On : 12 Dec 2019 21:36

Operator : JC/MD

Sample : K6273-07

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA_M
Quant Title : 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: Cyclic2.44 Concentration Rank 7

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

2.44 0.74 ug/L 91769 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvI-1-butene 70 C5H10 000563-46-2 83
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 83
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 83
4 2-Methvl-1-butene 70 C5H10 000563-46-2 83
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 83

Abundance Scan 342 (2.440 min): VU036164.D (-333) (-) m/z 55.05 100.00%
g5
5000
220 2.40 2.60 2.80
0 m/z 70.10 45_.82%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #564: 2-Methyl-1-butene
55
5000
39 70 220 2.40 2.60 2.80
m/z 42.10 30.93%
o1 15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
220 2.40 2.60 2.80
5000 0 m/z 39.00 30.53%
41
27
o R A A R DA AR LRSS LA LA RARAY RARAY RARRE
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #571: 2-Butene, 2-methyl-
55 220 2.40 2.60 2.80
m/z 41.00 22 .49%
5000 a1 0
27
m/z--> 0 25 Jo éo 80 100 120 140 160 180 200 220 240 220 2.40 2.60 2.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121219\
Data File : VU036164.D

Acq On : 12 Dec 2019 21:36

Operator : JC/MD

Sample - K6273-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121219WMA_M
Quant Title : 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]
(DEL) Alkane: Cyc... 1.37 12.2 ug/L 1500240 1 6.29 616319 5.0
(DEL) Alkane: Cyc... 1.75 0.9 ug/L 115462 1 6.29 616319 5.0
(DEL) Alkane: Str... 2.01 1.2 ug/L 143965 1 6.29 616319 5.0
(DEL) Alkane: Cyc... 2.18 1.7 ug/L 206251 1 6.29 616319 5.0
(DEL) Alkane: Str... 2.22 1.9 ug/L 233520 1 6.29 616319 5.0
(DEL) Alkane: Cyc... 2.44 0.7 ug/L 91769 1 6.29 616319 5.0

SOMUTR121219WMA_M Fri Dec 13 16:15:05 2019 Page: 10



