LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX032619\
Data File : VX008453.D

Aca On : 26 Mar 2019 13:43

Operator : JC/SP

Sample : K2088-04 200X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 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\82X032519W.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 1.404 35 41 46 rBV 83556 84218 1.98% 0.550%
2 1.788 99 104 114 rVB 114317 164094 3.86% 1.072%
3 2.001 134 139 151 rVvB3 31945 65891 1.55% 0.431%
4 2.117 153 158 163 rBv 50160 70329 1.65% 0.460%
5 2.215 168 174 178 rVvV 33658 59624 1.40% 0.390%
6 2.263 178 182 192 rVB 105564 167662 3.94% 1.096%
7 2.812 258 272 281 rBV3 40369 111111 2.61% 0.726%
8 2.934 288 292 308 rVvB4 20518 57051 1.34% 0.373%
9 4.403 523 533 543 rBV3 18214 53723 1.26% 0.351%
10 5.501 698 713 723 rBV 138206 406795 9.56% 2.658%

11 5.659 730 739 756 rVB 242788 684871 16.09% 4._476%
12 6.061 795 805 811 rBV 170492 447482 10.51% 2.924%
13 6.141 811 818 831 rVB 442946 1141036 26.81% 7.457%
14 6.860 926 936 947 rBV 393639 944480 22.19%% 6.172%
15 8.713 1230 1240 1246 rBV 829061 1295770 30.44% 8.468%

16 8.787 1246 1252 1268 rVB 2727261 4256502 100.00% 27.816%
17 10.110 1463 1469 1481 rBV 766714 1038574 24.40% 6.787%
18 10.250 1487 1492 1499 rBvV 201170 259173 6.09% 1.694%
19 10.353 1504 1509 1518 rVB 798502 1083470 25.45% 7.080%
20 10.695 1560 1565 1575 rVB 384572 515798 12.12% 3.371%

21 11.134 1631 1637 1648 rBV 609663 776524 18.24% 5.074%
22 11.432 1681 1686 1694 rVvV 110417 191480 4 _50% 1.251%
23 11.506 1694 1698 1706 rVB 53943 69652 1.64% 0.455%
24 11.664 1719 1724 1729 rBV 47012 60194 1.41% 0.393%
25 11.804 1741 1747 1754 rBV 198648 235611 5.54% 1.540%

26 12.079 1786 1792 1798 rBV 688947 870177 20.44% 5.686%

27 12.140 1798 1802 1808 rVB 56260 68586 1.61% 0.448%

28 12.298 1822 1828 1835 rBV2 50057 71858 1.69% 0.470%

29 13.835 2075 2080 2088 rVB 38261 50821 1.19% 0.332%
Sum of corrected areas: 15302557
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX032619\
Data File : VX008453.D

Aca On : 26 Mar 2019 13:43

Operator : JC/SP

Sample : K2088-04 200X

Misc : 5.0mL/MSVOA X/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032519W .M
SW846 8260

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

Abundance TIC: VX008453.D

2500000
2000000
1500000
1000000

500000 6.14
550566 6.0
1.79 . :

. 140 2.08,125¢° 2.82.93 4.40
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Abundance TIC: VX008453.D
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Time->  6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX008453.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX032619\
Data File : VX008453.D

Aca On : 26 Mar 2019 13:43

Operator : JC/SP

Sample : K2088-04 200X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032519W .M
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.

1.40 6.15 ug/Il 84218 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Allvl acetate 100 C5H802 000591-87-7 9
3 Isopropvisulfonvl chloride 142 C3H7CI02S 010147-37-2 9
4 Propane. 1-nitro- 89 C3H7NO2 000108-03-2 9
5 Isobutane 58 C4H10 000075-28-5 9

Abundance Scan 40 (1.398 min): VX008453.D (-35) (-) m/z 43.10 100.00%
431
5000
58.1
140 160 1.80
ol sl 93 812 958 g 65 38 63w
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #233: Butane
43.0
5000 29.0

1.40 1.60 1.80

0
58.0 m/z 39.10 15.71%
10 130 LI, .
0...,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 0 10 20 30 50 60 70 80 90 100
Abundance #3664. Allyl acetate
43.0
1.40 1.60 1.80
5000 42.05 13.40%
58.0
150 270 | | 700 850
Ot e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #19275: Isopropylsulfonyl chloride
43.0 1.40 1.60 1.80

58.10 13.26%

5000
27.0
0 15.0 ‘ L1, 64.0 83.0 99.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.40 1. 60 1. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX032619\
Data File : VX008453.D

Aca On : 26 Mar 2019 13:43

Operator : JC/SP

Sample : K2088-04 200X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032519W .M
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 2

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

1.79 11.98 ug/Il 164094 Pentafluorobenzene 5.66
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 39
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 1-Butene 56 C4H8 000106-98-9 9
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 9

Abundance Scan 104 (1.788 min): VX008453.D (-99) (-) m/z 43.10 100.00%
431
57.1
5000
72.1 1.40 1.60 1.80 2.00 2.20
Ol e e e o R e e i | m/z 42.05  88.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #713: Butane, 2-methyl-
43.0
57.0
5000 29.0
1.40 1.60 1.80 2.00 2.20
m/z 41.10 82 .53%
10 150 | 72.0
R A I A A AR AR AR AR RSN SARRI RRARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #706: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 57.10 65.10%
27.0 57.0 720
0 150 M ‘\ ! M‘ ‘
R IR SULI SO UL UL UL UL IR UL VLSS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #654: 3-Buten-1-ol
42.0 1.40 1.60 1.80 2.00 2.20
310 m/z 39.10 24 .79%
5000
570 720
0 ”'I“'W}ﬁql”JNP'“l e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX032619\
Data File : VX008453.D

Aca On : 26 Mar 2019 13:43

Operator : JC/SP

Sample : K2088-04 200X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032519W .M
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 3 2-Pentene, (E)- Concentration Rank 6

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

2.12 5.13 ug/Il 70329 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 90
2 2-Methvl-1-butene 70 C5H10 000563-46-2 90
3 2-Pentene. (2)- 70 C5H10 000627-20-3 90
4 2-Pentene 70 C5H10 000109-68-2 90
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

Abundance Scan 158 (2.117 min): VX008453.D (-153) (-) m/z 55.10 100.00%
54.1
5000 42.0 70.1
1.80 2.00 2.20 2.40
Obrrr et e b o2 208 | m/z 42.05  36.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #558: 2-Pentene, (E)-
58.0
5000
42.0 70.0 1.80 2.00 2.20 2.40
29.0 m/z 70.10 35.93%
0 “'|}ﬁq|'“LL'“'M'“'|h"|“'*F“"|“"w"'w"'w'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #563: 2-Methyl-1-butene
58.0
1.80 2.00 2.20 2.40
5000 m/z 39.00 28.78%
42.0 700
29.0 '
150 “\ ‘ | L
e S UL I UL UL SIS IULILLS I I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #559: 2-Pentene, (2)-
58.0 1.80 2.00 2.20 2.40
m/z 41.10 25.18%
5000
42.0 0.0
29.0
'”I}ﬁql'”'l'”'l'”'I'”'I'”'I”"I”"I”"I”"P'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX032619\
Data File : VX008453.D

Aca On : 26 Mar 2019 13:43

Operator : JC/SP

Sample : K2088-04 200X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032519W .M
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 2-Butene, 2-methyl- Concentration Rank 1

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

2.26 12.24 ug/I1 167662 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
3 2-Methvl-1-butene 70 C5H10 000563-46-2 87
4 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 80
5 2-Pentene, (E)- 70 C5H10 000646-04-8 68

Abundance Scan 181 (2.257 min): VX008453.D (-178) (-) m/z 55.10 100.00%
9.1
5000
41.0 01
2.00 220 240 2.60
0 ...,....,....,....,....L“...;I.'.:.,...-.-,'....f‘?;z..,.g.‘?-.l,..l.o?,-?... m/z 70.10 38.61%
m/z--> 0 10 20 40 50 60 70 80 90 100 110
Abundance #571: 2-Butene, 2-methyl-
58.0
5000
270 41.0 70.0 200 220 240 2.60
7. m/z 41.05 30.58%
10 150 || |I‘ |||| Ll
e R R L UL L AR AR RS RS SRS RARE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
58.0
2.00 220 240 2.60
5000 0.0 m/z 39.05 27 .44%
41.0 '
290 “
0 ”'P'“I'“'P'”I”'W"“I”lW'“mF“'W'”'P'”I'“'P'”
m/z--> 0 10 40 50 60 70 80 90 100 110
Abundance #563: 2-Methyl-1-butene
58.0 2.00 220 240 2.60
m/z 42.10 25.19%
5000
70.0
0o 420
0 '”I”'W}ﬁqP'”l”'W'”'P'”I”'W'”'P'”I”'W'“'P'”
m/z--> 0 10 20 60 70 80 90 100 110 2.00 220 240 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX032619\
Data File : VX008453.D

Aca On : 26 Mar 2019 13:43

Operator : JC/SP

Sample : K2088-04 200X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032519W .M
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 Cyclopentene Concentration Rank 4

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

2.81 8.11 ug/l 111111 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 91
2 Bicvclol2.1.01pentane 68 C5H8 000185-94-4 64
3 Cvclopropane. methvimethvlene- 68 C5H8 018631-84-0 59
4 1.4-Pentadiene 68 C5H8 000591-93-5 58
5 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 53

Abundance Scan 272 (2.812 min): VX008453.D (-258) (-) m/z 67.10 100.00%
67.1
5000 J\
39.1
i 250 250 280 500 320
45.9 62.0 78.884.0 ' : : : :
0I””P“W””P”W””P”W”L”LW””H”W”“P”d'”P“W””P”W”“P“ m/z 68.10 42.04%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #426: Cyclopentene
67.0
5000 AR AR LA AR B
240 2.60 280 3.00 3.20
39.0 53.0 m/z 39.10 27.97%
0 15.0 270330||||450 | 61.0 ||,
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #454: Bicyclo[2.1.0]pentane
67.0
2.40 2.60 2.80 3.00 3.20
5000 39.0 m/z 53.00 20.99%
53.0
27.0
0 AU | 61.0 |,
RN SRASA KAL) NERSS RLAR) SRS RALLI SEARS NAAM EARS N SEARY KA NRASS S RASI NARM AR
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #466: Cyclopropane, methylmethylene-
67.0 2.40 2.60 2.80 3.00 3.20
m/z 41.10 13.73%
5000 39.0
270 53.0
0 1,330 |lll4s.0 | 590
miz-> 5 10 15 20 25 3'0 35 4'0 45 50 55 60 65 70 75 80 85 90 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX032619\
Data File : VX008453.D

Aca On : 26 Mar 2019 13:43

Operator : JC/SP

Sample : K2088-04 200X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032519W .M
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 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.43 11.00 ug/Il 191480 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1686 (11.432 min): VX008453.D (-1681) (-) m/z 105.05 100.00%
105.1
5000
120.1
390 511 g0 O 91|-° 11.20 11.40 11.60 11.80
O ettt en - mZz 120.100 31.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.20 11.40 11.60 11.80
m/z 77.00 13.51%
150 270 390 510 650 770 910 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0
11.20 11.40 11.60 11.80
5000 m/z 91.05 13.29%
120.0
27.0 39‘.0 51.0  65.0 77‘.0 91‘.0
) VS PR PUS  HE  RES 'ENSOtt 1 | S F—
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105.0 11.20 11.40 11.60 11.80
m/z 106.10 9.86%
5000
120.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX032619\
Data File : VX008453.D

Acq On : 26 Mar 2019 13:43

Operator : JC/SP

Sample : K2088-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X032519W .M
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 1.40 6.2 ug/Il 84218 1 5.66 684871 50.0
Butane, 2-methyl- 1.79 12.0 ug/I1 164094 1 5.66 684871 50.0
2-Pentene, (E)- 2.12 5.1 ug/Il 70329 1 5.66 684871 50.0
2-Butene, 2-methyl- 2.26 12.2 ug/I1 167662 1 5.66 684871 50.0
Cyclopentene 2.81 8.1 ug/Il 111111 1 5.66 684871 50.0
Benzene, l-ethyl-_.. 11.43 11.0 ug/I1 191480 4 12.08 870177 50.0
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