LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV122719\
Data File : VV014203.D

Aca On : 27 Dec 2019 20:19

Operator : SY/MD

Sample : K6432-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 1 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 V\METHOD\SOMVTR122719WMA_.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 1.116 3 8 24 rVB 2899251 2653667 100.00% 9.104%
2 1.190 25 31 37 rvw 143396 132550 4 _.99% 0.455%
3 1.228 38 43 49 rVB 158773 141391 5.33% 0.485%
4 1.315 62 70 78 rBv2 1061017 1466441 55.26% 5.031%
5 1.370 84 87 91 rvv 46729 36371 1.37% 0.125%
6 1.396 92 95 100 rvv 41008 33839 1.28% 0.116%
7 1.431 101 106 115 rvB4 153739 186007 7.01% 0.638%
8 1.582 145 153 163 rvVB2 319823 382626 14.42% 1.313%
9 1.653 169 175 182 rVB 80798 99931 3.77% 0.343%
10 1.785 209 216 223 rBV 184689 225037 8.48% 0.772%
11 1.827 223 229 236 rVB 74858 90978 3.43% 0.312%
12 2.003 279 284 294 rVB2 57127 75346 2.84% 0.258%

13 2.132 315 324 335 rBV 493858 717645 27 .04% 2.462%
14 2.187 336 341 353 rVB 74275 114843 4_.33% 0.394%
15 2.322 372 383 396 rBV 215843 329903 12.43% 1.132%

16 2.473 422 430 436 rBV6 25130 48845 1.84% 0.168%
17 2.794 521 530 545 rVB4 26430 65035 2.45% 0.223%
18 2.990 581 591 602 rVB5 39494 76171 2.87% 0.261%

19 3.926 868 882 915 rBV 325069 899265 33.89% 3.085%
20 4.399 1010 1029 1054 rBV 426332 1055305 39.77% 3.620%

21 5.093 1228 1245 1280 rBV2 1009495 2567366 96.75% 8.808%
22 5.418 1336 1346 1362 rVBS8 15677 36780 1.39% 0.126%
23 5.662 1409 1422 1445 rBvV 995389 1974319 74.40% 6.773%
24 6.116 1548 1563 1583 rBV 575832 1181797 44.53% 4.054%
25 7.029 1835 1847 1867 rBV 299822 543526 20.48% 1.865%

26 7.357 1935 1949 1964 rBV 1265439 2203988 83.05% 7.561%
27 7.434 1966 1973 1985 rVB 51585 94704 3.57% 0.325%
28 7.575 2006 2017 2029 rVB5 14241 32661 1.23% 0.112%
29 7.662 2029 2044 2059 rBv2 189302 338922 12.77% 1.163%
30 8.132 2179 2190 2222 rBV 1079953 2408243 90.75% 8.262%

31 8.891 2410 2426 2447 rBV 1415116 2389642 90.05% 8.198%
32 9.055 2469 2477 2488 rVB 20850 35942 1.35% 0.123%
33 10.257 2837 2851 2864 rBV 419588 661433 24.93% 2.269%
34 11.289 3161 3172 3194 rBV 1473109 2318243 87.36% 7.953%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV122719\
Data File : VV014203.D

Aca On : 27 Dec 2019 20:19

Operator : SY/MD

Sample : K6432-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 1 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_V\METHOD\SOMVTR122719WMA .M
TRACE VOA SOMO1.0

35 11.569 3244 3259 3271 rBV2 213401 362946 13.68% 1.245%

36 11.665 3278 3289 3308 rBV 1099713 1806516 68.08% 6.197%
37 12.717 3609 3616 3626 rVB4 22447 37294 1.41% 0.128%
38 13.546 3862 3874 3895 rBV 681291 1096495 41.32% 3.762%
39 14.681 4218 4227 4237 rBV2 82511 131802 4._.97% 0.452%
40 14.865 4274 4284 4296 rVB 53131 95808 3.61% 0.329%

Sum of corrected areas: 29149623
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV122719\
VVvV014203.D

27 Dec 2019 20:19

SY/MD

K6432-08

25_0mL/MSVOA V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR122719WMA .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 V\DATA\VV122719\
Data File : VV014203.D

Aca On : 27 Dec 2019 20:19

Operator : SY/MD

Sample - K6432-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR122719WMA _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 (DEL) Alkane: Cyclicl.12 Concentration Rank 1

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

1.12 6.72 ug/L 2653670 1,4-Difluorobenzene 5.66
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 2-Oxetanone. 4-methvl- 86 C4H602 003068-88-0 9
4 Cvclopropane 42 C3H6 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance Scan 9 (1.119 min): VV014203.D (-3) (-) m/z 41.00 100.00%
1 ”
5000
1.20 1.30 1.40 1.50
o 60 82 107 126 146162 183 210226243 264 mn/z 39.00 79 750
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #57: Propene
1
5000
27 1.20 1.30 1.40 1.50
m/z 42.00 62.33%
1
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58: Propene
41
RS U USRI I IR
1.20 1.30 1.40 1.50
5000 27 m/z 40.00 25.08%
W'%%H'“"“I”'W'”W'”'P”'P'“ AL SRS SRS BARAE BRAAY SARRY
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1671: 2-Oxetanone, 4-methyl-
42 1.20 1.30 1.40 1.50
m/z 43.10 23.87%
5000
27
1 71
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV122719\
Data File : VV014203.D

Aca On : 27 Dec 2019 20:19

Operator : SY/MD

Sample - K6432-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR122719WMA _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: Cyclicl.78 Concentration Rank 5

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

1.78 0.57 ug/L 225037 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 76
2 1-Pentene 70 C5H10 000109-67-1 70
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
4 Cvclopentane 70 C5H10 000287-92-3 53
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 52

Abundance Scan 215 (1.782 min): VV014203.D (-209) (-) m/z 42.05 100.00%
4
5000 70

1.40 1.60 1.80 2.00 2.20

ol 87 109 128145 164180 201 221 251267 299 m/z 55.00 78.61%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #551: 1-Pentene
42
5000 70 LA L L L L L I

1.40 1.60 1.80 2.00 2.20
m/z 41.00 48.36%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #553: 1-Pentene
42
1.40 1.60 1.80 2.00 2.20
5000 m/z 70.10 47 .74%
70
15 ‘
el e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #576: Cyclopropane, ethyl- R R R ERREEE
42 1.40 1.60 1.80 2.00 2.20
m/z 39.00 40.61%
5000
70
15
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 140 160 1.80 200 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV122719\
Data File : VV014203.D

Aca On : 27 Dec 2019 20:19

Operator : SY/MD

Sample - K6432-08

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR122719WMA _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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.57 0.78 ug/L 362946 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
3 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 68
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 68
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64

Abundance Scan 3259 (11.569 min): VV014203.D (-3244) (-) m/z 117.05 100.00%

117
5000
57 91

39 11.20 11.40 11.60 11.80
77
0 133 191165 193207 223239 200 283 m/z 118.10 53.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8951: Indane
117
5000

11.20 11.40 11.60 11.80
m/z 115.00  34.42%

91
15 39 63 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8959: Benzene, 2-propenyl-
117

11.20 11.40 11.60 11.80

5000 m/z 57.05 15.60%
58 91
39 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8954: (2)-1-Phenylpropene . A RE RR R EERE
117 11. 20 11. 40 11. 60 11. 80

m/z 91.00 14 _.50%

5000 or
51 65
27 )

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 20 11. 40 11. 60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV122719\
Data File : VV014203.D

Acq On : 27 Dec 2019 20:19

Operator : SY/MD

Sample - K6432-08

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR122719WMA .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]
(DEL) Alkane: Cyc... 1.12 6.7 ug/L 2653670 1 5.66 1974320 5.0
(DEL) Alkane: Cyc... 1.78 0.6 ug/L 225037 1 5.66 1974320 5.0
Indane 11.57 0.8 ug/L 362946 3 11.29 2318240 5.0
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