LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 X\METHOD\82X062920W .M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.288 29 33 38 rBv 54666 52936 2.71% 0.290%
2 1.392 46 50 57 rBv 170773 160051 8.21% 0.878%
3 1.776 108 113 124 rBvV 357574 480519 24.64% 2.637%
4 1.990 142 148 155 rBvV2 67459 124714 6.39% 0.684%
5 2.099 162 166 171 rVB 14733 21175 1.09% 0.116%
6 2.252 186 191 199 rvVvB 96961 149346 7.66% 0.820%
7 2.825 277 285 289 rBV2 20616 44023 2.26% 0.242%
8 2.873 289 293 295 rVvwVv 26336 48101 2.47% 0.264%
9 2.916 295 300 311 rVvB2 90618 209505 10.74% 1.150%
10 3.148 329 338 347 rBV 27696 63345 3.25% 0.348%
11 3.373 370 375 383 rVB5 9139 21176 1.09% 0.116%
12 3.794 437 444 453 rVB2 28265 68224 3.50% 0.374%
13 3.898 453 461 468 rBV 27348 73092 3.75% 0.401%
14 3.965 468 472 481 rvv2 12020 31879 1.63% 0.175%
15 4.172 497 506 516 rBvV2 20047 54525 2.80% 0.299%

16 4.373 528 539 551 rBv2 101188 295254 15.14% 1.620%
17 4.501 551 560 570 rVB3 18210 51033 2.62% 0.280%
18 5.276 677 687 700 rvVB 50831 154872 7.94% 0.850%
19 5.471 707 719 727 rBV 169018 494704 25.37% 2.715%
20 5.550 727 732 737 rVvv2 39069 102434 5.25% 0.562%

21 5.629 737 745 757 rVB 258398 725372 37.19% 3.981%
22 6.038 801 812 821 rBV 167884 451400 23.15% 2.477%

23 6.117 821 825 835 rvv2 12642 33581 1.72% 0.184%
24 6.275 838 851 867 rvvs 23290 93445 4._.79% 0.513%
25 6.830 932 942 955 rBV 415305 1018641 52.23% 5.590%
26 6.915 955 956 966 rVB5 14430 25350 1.30% 0.139%
27 7.232 999 1008 1017 rVB3 19372 45958 2.36% 0.252%
28 7.434 1030 1041 1052 rVB6 13369 41634 2.13% 0.228%
29 8.196 1153 1166 1171 rBV2 26982 59845 3.07% 0.328%
30 8.470 1206 1211 1218 rVB2 13162 22174 1.14% 0.122%
31 8.549 1218 1224 1230 rBV2 30058 51278 2.63% 0.281%

32 8.696 1241 1248 1254 rBV 879578 1363674 69.92% 7.483%
33 8.763 1254 1259 1266 rVB 213927 344526 17.67% 1.891%
34 10.098 1472 1478 1489 rVB 939395 1274054 65.33% 6.992%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_X\METHOD\82X062920W .M
SW846 8260

35 10.232 1495 1500 1507 rBV 928209 1241437 63.65% 6.813%

36 10.342 1512 1518 1530 rVB 1493437 1950297 100.00% 10.703%
37 10.683 1568 1574 1584 rBV 617352 781089 40.05% 4._.286%
38 11.000 1620 1626 1634 rBV 156077 198860 10.20% 1.091%
39 11.122 1638 1646 1653 rBV 884818 1100133 56.41% 6.037%
40 11.341 1677 1682 1689 rBVY 235141 289739 14.86% 1.590%

41 11.421 1689 1695 1696 rVV 153636 190886 9.79% 1.048%
42 11.439 1696 1698 1702 rVV 129005 142816 7.32% 0.784%
43 11.488 1702 1706 1712 rVB 79150 103254 5.29% 0.567%
44 11.652 1727 1733 1742 rBVY 245801 300228 15.39% 1.648%
45 11.793 1750 1756 1762 rBVY 531400 628228 32.21% 3.447%

46 12.061 1795 1800 1806 rBV 1175280 1418914 72.75% 7.786%
47 12.128 1806 1811 1816 rVB 181602 221708 11.37% 1.217%
48 12.280 1829 1836 1844 rBV 587887 754453 38.68% 4.140%

49 12.354 1844 1848 1859 rVB3 24589 45273 2.32% 0.248%
50 12.567 1879 1883 1886 rBV2 18230 26657 1.37% 0.146%
51 12.652 1892 1897 1900 rBV 60820 72035 3.69% 0.395%
52 12.738 1906 1911 1919 rVB2 66850 93817 4.81% 0.515%
53 12.963 1941 1948 1951 rBV 35757 50991 2.61% 0.280%
54 13.000 1951 1954 1959 rVB 24216 29966 1.54% 0.164%
55 13.207 1983 1988 1997 rVB 30330 41851 2.15% 0.230%

56 13.329 2002 2008 2013 rVVv2 74942 106729 5.47% 0.586%
57 13.817 2083 2088 2094 rBV 144003 181613 9.31% 0.997%

Sum of corrected areas: 18222814
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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

TIC: VX017213.D

Abundance
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TIC: VX017213.D
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Time-->
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T T T T
Time--> 7.00 7.50 8.00 8.50
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1400000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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 Butane Concentration Rank 5

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

1.39 11.03 ug/Il 160051 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 64
2 Isobutane 58 C4H10 000075-28-5 9
3 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
4 Propane. 1-nitro- 89 C3H7NO2 000108-03-2 9
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 50 (1.392 min): VX017213.D (-46) (-) m/z 43.00 100.00%

43
5000
\ /\

58 e LA B e o o o
1.20 1.40 160 180
ool 7894 121 145 191208 269 i1 607 37 18%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #233: Butane
43
5000 29 -|-A--|----|----|--

120 140 160 1.80
m/z 39.00 17.62%

‘ 58
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43

o

1.20 140 160 1.80
5000 m/z 57.95 15.62%
27
57
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19275: Isopropylsulfonyl chloride AP .... —
43 120 140 160 180
m/z 42.00 13.76%
5000
27
o ‘ L. 64 83 99
R B L B A B R L e R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 1.20 140 160 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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 Butane, 2-methyl- Concentration Rank 1

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

1.78 33.12 ug/1 480519 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 42
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 1-Butene 56 C4HS8 000106-98-9 10
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 114 (1.782 min): VX017213.D (-108) (-) m/z 43.00 100.00%
43
57

5000

72 1.40 1.60 1.80 2.00 2.20

98 115 133 235

191 207

0 m/z 41.00 95.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00 2.20
29 m/z 42.00 89.30%
72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.00 72.95%
27 57 72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #659: 3-Buten-1-ol At
4 1.40 1.60 1.80 2.00 2.20

m/z 38.95 33.89%

5000

57 72

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 140 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M

Quant Title : SW846 8260

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

Concentration Rank 9

Peak Number 3 Pentane

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

1.99 8.60 ug/Il 124714 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Oxirane., ethvl- 72 C4H80 000106-88-7 43
3 Isobutvlene epoxide 72 C4H80 000558-30-5 43
4 3-Methvl-3-isopropvldiaziridine 100 C5H12N2 024476-95-7 40
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 37

Abundance Scan 148 (1.990 min): VX017213.D (-142) (-) m/z 43.00 100.00%
43
5000
NG 150 180 200 220 240
el 22 97108 120 107 16 a7 ae RS GO S Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #709: Pentane
43
5000
1.60 1.80 2.00 2.20 2.40
27 57 72 m/z 41.00 56.95%
0"}2'U"P"JI”"I'”'I'”'I"”I""""""P"'I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
42
1.60 1.80 2.00 2.20 2.40
5000 27 m/z 38.95 25.12%
57 71
15
e I U I I L WL B B S WA
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #686: |sobutylene epoxide
4 1.60 1.80 2.00 2.20 2.40
m/z 55.00 19.98%
5000 27
72
0'”'I'”'I'”éz'”'l'”'I”"P"'P"'"""'W"'W"
m/z--> 60 80 100 120 140 160 180 200 220 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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 Cyclopropane, 1,2-dimethyl-_._. Concentration Rank 8

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

2.25 10.29 ug/Il 149346 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 90
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 80
3 2-Pentene 70 C5H10 000109-68-2 80
4 2-Methvl-1-butene 70 C5H10 000563-46-2 80
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 80

Abundance Scan 191 (2.252 min): VX017213.D (-186) (-) m/z 55.00 100.00%
55
5000 70 c {
39
2.00 220 2.40 2.60
0...,....-,..":' e SO S A2 202, m/z 70.10  42.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000
70 2.00 220 2.40 2.60
H‘ m/z 39.00 32.26%
0|||‘|||| AL SR RS SRASE RS SRR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
2.00 220 2.40 2.60
5000 39 70 m/z 40.95 26.92%

T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #552: 2-Pentene
55 2.00 220 2.40 2.60
m/z 42.00 23.75%
5000 70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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 Cyclobutane, methyl- Concentration Rank 4

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

2.92 14 .44 ug/I1 209505 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 64
2 1-Pentene 70 C5H10 000109-67-1 59
3 Cvclopentane 70 C5H10 000287-92-3 45
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 40
5 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 27

Abundance Scan 301 (2.922 min): VX017213.D (-295) (-) m/z 42.00 100.00%
4
5000 55 70 JAf/\k
84 »o7 260 2.80 300 320
o e 2 m/z 41.00  51.45%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #572: Cyclobutane, methyl-
42
5000
55 2.60 2.80 3.00 3.20
27 0 m/z 55.00 50.68%
L ‘\
G O L U I I L I B W B WA
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
42
55 2.60 2.80 3.00 3.20
5000 m/z 70.10 39.88%
27 70
15
e L L S I I L I B S B SR
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #556: Cyclopentane L L L L L B NN |
42 2.60 2.80 3.00 3.20
m/z 69.10 35.74%
5000
55 70
1 15 H
mzs 0 % b 40 60 80 100 120 140 160 180 200 260 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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 Cyclopentane, methyl- Concentration Rank 3

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

4_37 20.35 ug/1 295254 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclohexane 84 C6H12 000110-82-7 80
3 Cvclobutane. 1.2-diethvl-. trans- 112 C8H16 019341-98-1 64
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59

Abundance Scan 538 (4.367 min): VX017213.D (-528) (-) m/z 56.05 100.00%
56
41
5000 69
84 o7 147 007 400 4.20 4.40 4.60 4.80
o e 7 w297 Tm/z 41.00  53.81%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.00 420 4.40 4.60 4.80
28 o m/z 69.00 44 _04%
0 |||||1|5|||||||||||||||||||||||||||||||||| A mmm e
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
56
41 84
4.00 420 4.40 4.60 4.80
5000 . m/z 38.95 25 _.55%
69
, 15
o s R R I UL B B B WA W SRR
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #6810: Cyclobutane, 1,2-diethyl-, trans-
41 56 4.00 420 4.40 4.60 4.80
m/z 41.95 25.20%
5000
27
0 84
ool L |2
m/z--> 0O 20 40 60 8 100 120 140 160 180 200 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclopentene, 1-methyl- Concentration Rank 6

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

5.28 10.68 ug/Il 154872 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1l-methvl- 82 C6H10 000693-89-0 87
2 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 83
3 (D).(2)-2.4-Hexadiene 82 C6H10 006108-61-8 80
4 Cvclopentane. methvlene- 82 C6H10 001528-30-9 80
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 72

Abundance Scan 688 (5.282 min): VX017213.D (-677) (-) m/z 67.00 100.00%
67
5000 J/\L_
39 82 LB RE ma e S
53 5.00 5.20 540 560
0 S — m/z 82.00 27.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1242: Cyclopentene, 1-methyl-
67
5000 |||||||||||||||||||||||
5.00 5.20 5.40 5.60
39 ‘ m/z 39.00 19.90%

27
0 15 H \h ]
,,,,,,,,,,
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
67

5.00 520 5.40 5.60
5000 m/z 79.05 19.24%
39 82
27

15 54
O r T T T T T T T T T T T T
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #1226: (2),(2)-2,4-Hexadiene
67

5.00 5.20 5.40 5.60

m/z 80.95 14.51%
82
5000 41
0..”,....ﬁ.ﬂh,‘L.Mn..w....,”..,..”,....,”..,..”
m/z--> 20 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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 8 Benzene, l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.65 10.58 ug/Il 300228 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1733 (3)1.652 min): VX017213.D (-1727) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 63 11.40 11.60 11.80 12.00
Obrrr et e b 82 207 281 Th77120.10  33.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
m/z 91.10 12.57%
39 779
o 0 T P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 77.00 12._.47%
77 91 120
27 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 11.40 11.60 11.80 12.00
m/z 79.00 9.72%
120
5000
77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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 9 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.13 7.81 ug/l 221708 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1811 (%)2.128 min): VX017213.D (-1806) (-) m/z 105.05 100.00%
105
5000 120 ]\
7 91 11:80 12,00 12.20 12,40
51
Obrrr ettt b b e e eeaes | m/z 120.10  43.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9415. Benzene, 1,2,3-trimethyl-
105

A

5000 120 LA L L L L L L L L BB |
11.80 12.00 12.20 12.40
m/z 77.00 12_.07%
39 43 77 91
B s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
11.80 12.00 12.20 12.40
5000 120 m/z 119.10 9.66%
28 77 91
o 14 o1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9401: Mesitylene
105 11.80 12.00 12.20 12.40

m/z 90.95 9.53%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070720\
Data File : VX017213.D

Aca On = 07 Jul 2020 18:54

Operator : JC/SP

Sample : L3234-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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 10 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.28 26.59 ug/1 754453 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 74
3 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 74
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 1836 (12.280 min): VX017213.D (-1829) (-) m/z 117.10 100.00%
117
5000
A
39 51 63 77 ) 103 1200 12.20 12.40 12.60
o L 1,2 27 "m/z 118.10 55.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
5000 SRR SUNRILR BN SRR
12.00 12.20 12.40 12.60
o1 m/z 115.10 36.54%
0 15 27 3\9 ?1\6‘\:\3 77 \‘ 193 ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
B SRR AR A I
12.00 12.20 12.40 12.60
5000 o1 m/z 91.10 16.30%
39 51 65 28 103
e L U S SIS B UL B B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117 12.00 12.20 12.40 12.60
m/z 116.00 10.77%
5000
91
39 58 103
0 ...,??..h.nthU..ﬁz..w:.H...lh....,...., e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX070720\
Data File : VX017213.D

Acq On = 07 Jul 2020 18:54

Operator : JC/SP

Sample - L3234-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane 1.39 11.0 ug/I1 160051 1 5.64 725372 50.0
Butane, 2-methyl- 1.78 33.1 ug/Il 480519 1 5.64 725372 50.0
Pentane 1.99 8.6 ug/Il 124714 1 5.64 725372 50.0
Cyclopropane, 1,2... 2.25 10.3 ug/I1 149346 1 5.64 725372 50.0
Cyclobutane, methyl- 2.92 14.4 ug/I1 209505 1 5.64 725372 50.0
Cyclopentane, met... 4_37 20.4 ug/l 295254 1 5.64 725372 50.0
Cyclopentene, 1-m... 5.28 10.7 ug/I1 154872 1 5.64 725372 50.0
Benzene, l-ethyl-_.. 11.65 10.6 ug/I1 300228 4 12.06 1418910 50.0
Benzene, 1,2,3-tr... 12.13 7.8 ug/l 221708 4 12.06 1418910 50.0

4

Indane 12.28 26.6 ug/I 754453 12.06 1418910 50.0
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