LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV111219\
Data File : VV013593.D

Aca On : 12 Nov 2019 17:15

Operator : SY/MD

Sample : K5797-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 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\SOMVTR110819WMA .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 5 8 17 rVB 24444 20296 1.47% 0.151%
2 1.225 38 42 47 rVB2 29952 23095 1.67% 0.172%
3 1.303 59 66 81 rvB2 502246 568111 41.08% 4.230%
4 1.579 146 152 166 rvVB 114929 134692 9.74% 1.003%
5 2.126 313 322 334 rBV 178226 251616 18.19% 1.874%
6 2.209 341 348 359 rBV2 12814 23167 1.68% 0.173%
7 2.389 390 404 408 rBV2 13035 29983 2.17% 0.223%
8 2.708 492 503 504 rBvV8 33200 45260 3.27% 0.337%
9 3.733 801 822 847 rBV 488553 1326288 95.91% 9.876%
10 3.952 878 890 931 rBV2 93303 459379 33.22% 3.421%

11 4.396 1012 1028 1049 rBvV 212397 510063 36.88% 3.798%
12 4.724 1116 1130 1143 rVB4 42281 105349 7.62% 0.784%
13 5.093 1229 1245 1269 rBV2 417716 1024602 74.09% 7.629%
14 5.659 1405 1421 1440 rBvV 426588 861096 62.27% 6.412%
15 5.945 1499 1510 1516 rBV 8501 15824 1.14% 0.118%

16 6.113 1548 1562 1580 rBV 270313 556367 40.23% 4.143%
17 6.579 1690 1707 1718 rBV2 552906 1193612 86.31% 8.888%
18 7.029 1835 1847 1863 rBV 124179 228576 16.53% 1.702%
19 7.357 1936 1949 1966 rBV 425594 752926 54 .45% 5.606%
20 7.662 2030 2044 2061 rBvV 80548 148149 10.71% 1.103%

21 7.978 2133 2142 2148 rBV3 10043 16355 1.18% 0.122%
22 8.132 2178 2190 2226 rBV 574643 1382899 100.00% 10.297%
23 8.891 2415 2426 2451 rBV 647332 1069447 77.33% 7.963%

24 9.640 2653 2659 2668 rVB4 8845 14098 1.02% 0.105%
25 9.852 2716 2725 2733 rBV5 15813 25230 1.82% 0.188%
26 10.257 2833 2851 2878 rVB 245416 406784 29.42% 3.029%
27 10.421 2892 2902 2914 rVB3 15933 32012 2.31% 0.238%
28 10.817 3017 3025 3036 rVB 19141 33554 2.43% 0.250%
29 11.206 3135 3146 3147 rBV9 9179 14331 1.04% 0.107%
30 11.225 3150 3152 3160 rVVv7 12969 13936 1.01% 0.104%
31 11.289 3160 3172 3192 rVB 607885 968668 70.05% 7.213%
32 11.575 3250 3261 3274 rBvV4 22343 44669 3.23% 0.333%
33 11.669 3278 3290 3308 rVvVv 560815 890319 64.38% 6.629%
34 12.289 3475 3483 3495 rBV 7182 14447 1.04% 0.108%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV111219\
Data File : VV013593.D

Aca On : 12 Nov 2019 17:15

Operator : SY/MD

Sample : K5797-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 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 > Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR110819WMA_M
Title - TRACE VOA SOMO1.0

35 12.392 3507 3515 3526 rVB 13297 23561 1.70% 0.175%
36 12.691 3599 3608 3617 rBV5 11805 20911 1.51% 0.156%
37 13.309 3791 3800 3807 rBV6 17137 27984 2.02% 0.208%

38 13.794 3937 3951 3962 rBV4 94355 152287 11.01% 1.134%

Sum of corrected areas: 13429943
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV111219\
Data File : VV013593.D

Aca On : 12 Nov 2019 17:15

Operator : SY/MD

Sample : K5797-03

Misc - 25.0mL/MSVOA V/WATER

ALS Vvial : 14 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTR110819WMA.M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: VV013593.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV111219\
Data File : VV013593.D

Aca On : 12 Nov 2019 17:15

Operator : SY/MD

Sample : K5797-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR110819WMA_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 Propanal, 2,2-dimethyl- Concentration Rank 1

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

3.73 7.70 ug/L 1326290 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 50
2 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 50
3 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 47
4 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 47
5 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 42

Abundance Scan 821 (3.730 min): VV013593.D (-801) (-) m/z 41.05 100.00%
1 57
5000
86
R E A EmamE e
3.40 3.60 3.80 4.00
o 101118133 164 191205221 291 m/z 57.05 99 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1786: Propanal, 2,2-dimethyl-
a3
5000 AR SURDE SRR
86 340 3.60 3.80 4.00
) m/z 39.05 34 .06%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 57
340 360 380 400
5000 m/z 86.10 29.85%
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1779: Propanal, 2,2—dimethy|— LA L L LB L N LB |
41 57 3.40 3.60 3.80 4.00
m/z 43.10 21_55%
5000
2 ‘ 86
0'”Pt”V”VP”W'”W“'W””I”“P'”P”'P“W'”W”'W”“I””I EARERERRARE SRR NRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV111219\
Data File : VV013593.D

Aca On : 12 Nov 2019 17:15

Operator : SY/MD

Sample : K5797-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR110819WMA_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: Straight-Chai... Concentration Rank 2

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

6.58 6.93 ug/L 1193610 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 53
2 Oxirane. 2-methvl-3-propvl-. trans- 100 C6H120 006124-91-0 43
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 42
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 38
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 38

Abundance Scan 1707 (6.579 min): VV013593.D (-1690) (-) m/z 57.10 100.00%
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Abundance #3995: Pentane, 2,2-dimethyl-
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV111219\
Data File : VV013593.D

Aca On : 12 Nov 2019 17:15

Operator : SY/MD

Sample : K5797-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR110819WMA_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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.79 0.79 ug/L 152287 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(methvIithio)- 140 C7H80S 001073-72-9 49
2 Benzenethiol. 4-methoxv- 140 C7H80S 000696-63-9 47
3 Benzenethiol. 4-methoxv- 140 C7H80S 000696-63-9 47
4 3-Amino-5-t-butvlisoxazole 140 C7H12N20 055809-36-4 47
5 Phenol, 4-(methylthio)- 140 C7H80S 001073-72-9 47
Abundance Scan 3950 (13.791 min): VV013593.D (-3937) (-) m/z 125.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV111219\
Data File : VV013593.D

Acq On : 12 Nov 2019 17:15

Operator : SY/MD

Sample : K5797-03

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR110819WMA_M
Quant Title : TRACE VOA SOM01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propanal, 2,2-dim... 3.73 7.7 ug/L 1326290 1 5.66 861096 5.0
(DEL) Alkane: Str... 6.58 6.9 ug/L 1193610 1 5.66 861096 5.0
unknown-01 13.79 0.8 ug/L 152287 3 11.29 968668 5.0
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