LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5_.0mL/MSVOA X/WATER St L L
ALS Vial : 12 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\82X061919W.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 4.604 555 566 576 rBV2 21954 65963 1.53% 0.512%
2 5.500 700 713 725 rBV 127256 364648 8.46% 2.832%
3 5.659 728 739 761 rVB 212904 619572 14.37% 4.812%
4 6.061 794 805 816 rBV 124425 322817 7.49% 2.507%
5 6.348 843 852 864 rVB 37839 114358 2.65% 0.888%
6 6.860 925 936 948 rBV 321654 761225 17 .66% 5.913%
7 8.055 1122 1132 1142 rBvV2 44347 98446 2.28% 0.765%
8 8.177 1144 1152 1161 rBV 115528 226998 5.27% 1.763%
9 8.713 1224 1240 1249 rBV 683440 1098321 25.48% 8.531%
10 10.140 1464 1474 1479 rBV2 2441493 4310085 100.00% 33.477%
11 10.335 1501 1506 1515 rBVvV4 24654 50295 1.17% 0.391%
12 10.658 1546 1559 1564 rBV5 33390 79351 1.84% 0.616%
13 11.067 1621 1626 1631 rvVB2 35463 55915 1.30% 0.434%
14 11.134 1631 1637 1642 rBV 597273 742634 17 .23% 5.768%
15 11.670 1715 1725 1731 rBvV3 30610 56489 1.31% 0.439%

16 11.768 1732 1741 1745 rBV 82398 111513 2.59% 0.866%
17 11.914 1758 1765 1768 rBV2 67775 112845 2.62% 0.876%
18 11.944 1768 1770 1777 rVB 59324 65890 1.53% 0.512%
19 12.072 1786 1791 1797 rBV 693914 921683 21.38% 7.159%
20 12.231 1812 1817 1823 rVV 268113 331661 7.69% 2.576%

21 12.298 1823 1828 1833 rVV 165370 204443 4.74% 1.588%
22 12.365 1835 1839 1849 rVB5 26113 54414 1.26% 0.423%
23 12.664 1878 1888 1891 rBV2 49436 81004 1.88% 0.629%
24 12.700 1891 1894 1899 rVVv2 88771 169385 3.93% 1.316%
25 12.755 1899 1903 1909 rVV2 554175 828927 19.23% 6.438%

26 12.816 1909 1913 1917 rVV 47492 63416 1.47% 0.493%
27 12.896 1917 1926 1931 rVB2 195651 294742 6.84% 2.289%
28 12.950 1931 1935 1937 rBV2 52364 68505 1.59% 0.532%
29 12.975 1937 1939 1944 rVB 67303 75379 1.75% 0.585%
30 13.085 1952 1957 1964 rVB2 54983 79322 1.84% 0.616%
31 13.188 1970 1974 1978 rBV 47229 54771 1.27% 0.425%
32 13.249 1978 1984 1988 rVB 51736 71967 1.67% 0.559%

33 13.347 1995 2000 2004 rVVv2 124393 161633 3.75% 1.255%
34 13.395 2004 2008 2014 rVB 84017 105881 2.46% 0.822%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\
Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5_.0mL/MSVOA X/WATER St L L
ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X061919W.M

Title - SW846 8260

35 13.475 2014 2021 2026 rBV7 24169 50231 1.17% 0.390%
Sum of corrected areas: 12874729
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

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

Abundance TIC: VX010748.D

2000000
1500000
1000000

500000

5.66
460 5.50 606 .
O L LR R e T L T T ”.W/Xﬁ“.d

Time--> 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX010748.D
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2000000
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T T
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Abundance TIC: VX010748.D
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2000000

1500000
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12.07
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12.23
530
11 5% M1%4 12.37 1%

s T L Y7 L T T T T —T
Time--> 12.00 12 50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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, 2,2,3,3-tetramethyl- Concentration Rank 8

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

6.35 7.51 ug/l 114358 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 59
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
3 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 59
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59

Abundance Scan 852 (6.348 min): VX010748.D (-843) (-) m/z 57.05 100.00%
57
5000
41
70 99 6.00 6.20 6.40 6.60
o 70 B3 w3 168 o6 00 32.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
5000
41 6.00 6.20 6.40 6.60
- m/z 40.95 27 .65%
15 T 69 s %
L L L B WL L L UL
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 43.00 16.66%
41
29
71 83 99
L L L B WL L B UL
m/z--> 20 40 60 80 100 120 140 160
Abundance #12722: Hexane, 2,2,5-trimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.00 8.98%
5000
41
29 71
0 “ \“ i \‘ 85 95 1]\-3 127
m/z--> 20 40 60 80 100 120 140 160 600 6.20 640 660
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Pentane, 2,3,4-trimethyl- Concentration Rank 9

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

8.05 6.47 ug/l 98446 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 86
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 78
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 78
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64

Abundance Scan 1131 (8.049 min): VX010748.D (-1122) (-) m/z 71.10 100.00%
43 7
5000
55
7.80 8.00 8.20 8.40
Ol G483 o7 14122 1 o745 95 98.65%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43
71
5000
7.80 8.00 8.20 8.40
27 55 m/z 70.10 70.49%
o 15 | 36\M‘ ‘\\ 63 | 83 97 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
7.80 8.00 8.20 8.40
5000 1 m/z 40.95 35.88%
29 55
0 15 62 85 100
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7630: Heptane, 4-methyl-
43 7.80 8.00 8.20 8.40
m/z 54_.95 29.96%
71
5000
29 55
oL 2 15 | ‘\‘ | 64 | 788 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.0 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 4

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

8.18 14.91 ug/Il 226998 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 78
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 53
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 50
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 50

Abundance Scan 1153 (8.183 min): VX010748.D (-1144) (-) m/z 43.00 100.00%
43
71
5000 57 85
| 9 ., 7.80 8.00 820 8.40 8.60
Ol e et e e e e m/z 71.05 70.61%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 820 8.40 8.60
85 m/z 70.10 53.76%
oL 2 15 H | e
LA RS AR AR RARAS RARLS AR RARLS RAREA RERRA RSN RSN RS SRS SR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
7.80 8.00 820 8.40 8.60
5000 57 1 g5 m/z 56.95 50.41%
29
o 14 99 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7645: Hexane, 3,3-dimethyl-
43 7.80 8.00 820 8.40 8.60
m/z 85.10 45_29%
71
5000 57 85 A
0'”I””I}?I”A“””w””IJ“I””l””Pl”P'?i'”P'”P'”P" RS R SRR AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX070919\
Data File : VX010748.D

Aca On : 09 Jul 2019 14:14

Operator : JC/SP

Sample - K3669-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 o0-Cymene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.23 17.99 ug/Il 331661 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 p-Cvmene 134 C10H14 000099-87-6 97
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
Abundance Scan 1817 (12.231 min): VX010748.D (-1812) (-) m/z 119.05 100.00%
119
5000
01 134 }\ S 1 V) G
39 5 65 77 103 12.00 12.20 12.40 12.60
0...,....,....,....',-....,-...-.,.-...,....',....-,:...,.:-..1,1.1.'.|:'....,..-..,1.‘.“.‘.,.... m/z 134.10 28.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14810: o-Cymene
119
5000
12.00 12.20 12.40 12.60
o1 134 m/z 91.00 23.03%
15 27 3ﬁ 51 65 77 108 |
o] E— ...‘. rrt ....“...l .‘.‘.. ...‘k S PSS TSN | S o ———
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 117.10 15.02%
o1 134
o 27 41 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.00 12.20 12.40 12.60
m/z 120.10 9.74%
5000 o1
134
65 77
"W'%?'P'%?I”'?i"”i"'H'U"P"PP"“““"fﬂ?'l”hLl'”'l'“'l"”l"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\
Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 Benzene, 1,2-diethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.30 11.09 ug/Il 204443 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 90
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
3 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 83
4 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 60
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 46
Abundance Scan 1828 (12.298 min): VX010748.D (-1823) (-) m/z 119.10 100.00%
105 119
5000 134
91
77 R SR A BN U
39 51 63 | | 152 12.00 12.20 12.40 12.60
S PR N OO R/ m/z 105.05 96.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 12.00 12.20 12.40 12.60
77 m/z 117.00 96.61%
15 27 39 51 65
0 "I""I'""‘I""‘I""'i"""l"""I""l‘l""‘I*""I"H'I"‘*‘*l'"'I""'I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105 119
12.00 12.20 12.40 12.60
5000 134 m/z 134.10 48.21%

01
27 39 51 g '/

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8983: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117 12.00 12.20 12.40 12.60
m/z 118.10 47 .93%
5000
91
39 51
2 | LS r L
) S | R N O S R N | [ —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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, (1-methyl-1-propen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.70 9.19 ug/Il 169385 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 93
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 93
3 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 90
4 (E)-1-Phenvl-1-butene 132 C10H12 001005-64-7 90
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
Abundance Scan 1894 (12.700 min): VX010748.D (-1891) (-) m/z 117.00 100.00%
117
5000 132
91
39 51 65 77 | 105 | | s 12.40 12.60 12.80 13.00
Obrrprrrrprrrrprrrprrre iy el bl i el 2481 7z 132.05 47.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117

5000

12.40 12.60 12.80 13.00
m/z 115.05  36.80%

0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 12.40 12.60 12.80 13.00
5000 91 m/z 91.00 19.73%

39 51 65 44

27 103
15
0‘

Wmmmwmmmrwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117

12.40 12.60 12.80 13.00
m/z 131.00 17.59%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 7 1-Phenyl-1-butene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.76 44 _97 ug/1 828927 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
2 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 86
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 83
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 1904 (12.761 min): VX010748.D (-1899) (-) m/z 117.10 100.00%
117
5000
o1 132 A N
39 51 65 77 12.40 12.60 12.80 13.00
o 2% Tm/z 119.05  63.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132 j\'l' USSR VN AR
o1 12.40 12.60 12.80 13.00
m/z 115.00 38.01%
27 39 5 & ‘ 105 L\ |
0::: i S ‘A‘...‘..‘;.“l“... |l‘|‘| T T ——rT T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 12.40 12.60 12.80 13.00
5000 o m/z 132.10 28.18%
39
oL 15 27 51 8 44 104
mz-> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14048: Benzene, 2—buteny|— LA L L L DL B B
117 12.40 12.60 12.80 13.00
m/z 91.00 21.82%
132
5000 g1
27 3‘9 51 6‘5 78 | 104 ‘ |
0|||||‘|‘|||‘||“i”||u|||H|||‘l||‘l||l‘||l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 8 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.90 15.99 ug/I 294742 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 Cl11H14 004912-92-9 94
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 83
Abundance Scan 1927 (12.902 min): VX010748.D (-1917) (-) m/z 131.10 100.00%
5000
91 115 146
51 65 77 12.60 12.80 13.00 13.20
Obrrrrrre e L &5 TT 102 lazmgliss | h77791.00  15.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 12.60 12.80 13.00 13.20
115 146 m/z 146.10 15.80%
oL 2 ¥ S & 77 103 | ] 139
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.60 12.80 13.00 13.20
5000 m/z 115.10 13.88%
146
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.60 12.80 13.00 13.20
m/z 132.10 10.79%
146
5000
a 115
5\1 6\5 7\7 1(\)5 ‘\\ 1Ll Il
O+t e e e e e e e LN L e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 9 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.35 8.77 ug/l 161633 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 87
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
Abundance Scan 2001 (13.353 min): VX010748.D (-1995) (-) m/z 117.10 100.00%
117
5000 132
91
39 51 65 77 103 13.00 13.20 13.40 13.60
0 e 82 m/z 132.00 38.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 13.00 13.20 13.40 13.60
0
5, 3 Sl 65 77 ‘ Lo ‘ m/z 115.00 29.40%
0 |15|‘||H” *‘H" "'hl""l"" N'"'I"'ll""'l""'l""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 131.05 19.26%
27 39 51 g5 4, 91 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14033: 3-Phenylbut-1-ene

117 13.00 13.20 13.40 13.60

m/z 90.95 11.62%
5000
91 132
27 39 51 g5 77 ‘ 105
Obrrprrrrrreprrrprrre et e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX070919\

Data File : VX010748.D

Aca On - 09 Jul 2019 14:14

Operator : JC/SP

sample - K3669-01 -
Misc - 5.0mL/MSVOA X/WATER St L L
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .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 10 Cycloprop[a]indene, 1,1a,6,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.40 5.74 ug/l 105881 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 96
2 2-Methvlindene 130 C10H10 002177-47-1 95
3 Naphthalene. 1.2-dihvdro- 130 C10H10 000447-53-0 95
4 1H-Indene. l-methvl- 130 C10H10 000767-59-9 94
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 93
Abundance Scan 2009 (13.402 min): VX010748.D (-2004) (-) m/z 130.00 100.00%
115 130
5000
39 51 63 77 01102 146 007 13.00 13.20 13.40 13.60 13.80
0 SR PNE——L m/z 129.10 94.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13120: Cycloprop[alindene, 1,1a,6,6a-tetrahydro-
129
115
5000
13.00 13.20 13.40 13.60 13.80
m/z 115.00 92.18%
39 51 84 77 gg 102
0 ...|.2.8..‘l..“..r‘l‘..”l“l..‘..|“....lu‘.‘..luuuuluuuul....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
130
115
13.00 13.20 13.40 13.60 13.80
5000 m/z 127 .95 48.09%
0 g 39 L 64 77 g9 100
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13103: Naphthalene, 1,2-dihydro-
130 13.00 13.20 13.40 13.60 13.80
m/z 131.10 30.45%
5000 115
oL1s 2739 5 9 77 g9 102 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX070919\
Data File : VX010748.D

Acg On - 09 Jul 2019 14:14

Operator : JC/SP

Sample - K3669-01 -
Misg - 5.0mL/MSVOA_X/WATER S RIS
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_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, 2,2,3,3-t... 6.35 7.5 ug/l 114358 2 6.86 761225 50.0
Pentane, 2,3,4-tr... 8.05 6.5 ug/Il 98446 2 6.86 761225 50.0
Pentane, 2,3,3-tr... 8.18 14.9 ug/I1 226998 2 6.86 761225 50.0
o-Cymene 12.23 18.0 ug/I1 331661 4 12.08 921683 50.0
Benzene, 1,2-diet... 12.30 11.1 ug/Il 204443 4 12.08 921683 50.0
Benzene, (1-methy... 12.70 9.2 ug/l 169385 4 12.08 921683 50.0
1-Phenyl-1-butene 12.76 45.0 ug/1 828927 4 12.08 921683 50.0
1H-Indene, 2,3-di... 12.90 16.0 ug/I 294742 4 12.08 921683 50.0
Benzene, 2-etheny... 13.35 8.8 ug/Il 161633 4 12.08 921683 50.0
Cycloprop[a]inden... 13.40 5.7 ug/Il 105881 4 12.08 921683 50.0
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