LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 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 N\METHODS\82N091019W_.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_.567 858 869 903 rVB6 53012 208090 1.13% 0.137%
2 5.024 985 1011 1037 rBV2 66915 244748 1.33% 0.161%
3 6.603 1485 1502 1518 rBv4 85406 260573 1.41% 0.171%
4 7.577 1780 1805 1813 rBv2 271419 708773 3.85% 0.466%
5 7.648 1814 1827 1842 rVV4 562613 1559618 8.47% 1.026%
6 7.731 1843 1853 1872 rVB4 96974 268027 1.46% 0.176%
7 7.860 1878 1893 1904 rBV5 80767 202793 1.10% 0.133%
8 8.018 1925 1942 1965 rBv2 412077 1033698 5.61% 0.680%
9 8.146 1966 1982 1993 rVV7 154377 401489 2.18% 0.264%
10 8.220 1994 2005 2016 rvv3 174098 477356 2.59% 0.314%

11 8.291 2018 2027 2049 rVvV3 142723 426092 2.31% 0.280%
12 8.574 2098 2115 2138 rBV3 822384 2169488 11.78% 1.427%
13 8.812 2176 2189 2193 rBV3 104670 194047 1.05% 0.128%
14 8.853 2194 2202 2227 rVB 247066 531927 2.89% 0.350%
15 9.072 2243 2270 2285 rBV2 654175 1884613 10.23% 1.240%

16 9.262 2319 2329 2342 rVB2 117446 228679 1.24% 0.150%
17 9.513 2398 2407 2420 rVvB4 113737 223658 1.21% 0.147%
18 9.609 2420 2437 2447 rBV2 657653 1317374 7.15% 0.867%
19 9.963 2536 2547 2571 rVB 426349 863902 4.69% 0.568%
20 10.085 2571 2585 2600 rBV 1317723 2572528 13.97% 1.692%

21 10.291 2630 2649 2660 rBV5 163900 388344 2.11% 0.255%
22 10.516 2707 2719 2737 rVB3 496804 1021823 5.55% 0.672%
23 10.789 2789 2804 2811 rBV3 121461 252623 1.37% 0.166%
24 10.914 2836 2843 2852 rBV 143701 209034 1.13% 0.137%
25 11.410 2985 2997 3008 rBV 841280 1500284 8.14% 0.987%

26 11.509 3021 3028 3047 rVB2 208548 420559 2.28% 0.277%
27 12.252 3246 3259 3272 rBV 2867929 4613152 25.04% 3.034%
28 12.403 3293 3306 3322 rBV 873663 1469919 7.98% 0.967%
29 12.593 3351 3365 3388 rBV 4858952 8323953 45.19% 5.475%
30 12.895 3447 3459 3473 rBV 304323 502137 2.73% 0.330%

31 13.172 3530 3545 3558 rBV3 502810 1249464 6.78% 0.822%
32 13.348 3589 3600 3619 rVB2 972146 1751643 9.51% 1.152%
33 13.448 3619 3631 3640 rVB 134332 225244 1.22% 0.148%
34 13.519 3640 3653 3654 rBV2 2911863 3242718 17.60% 2.133%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VNO91119\
Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 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_N\METHODS\82N091019W .M
SW846 8260

35 13.551 3655 3663 3673 rVB 9862434 17379017 94.35% 11.431%

36 13.602 3673 3679 3682 rBV2 473803 614683 3.34% 0.404%
37 13.680 3694 3703 3714 rVB 666170 1035767 5.62% 0.681%
38 13.744 3714 3723 3735 rVB 128087 200989 1.09% 0.132%
39 13.895 3757 3770 3780 rBV 6875356 11089137 60.20% 7.294%
40 13.953 3780 3788 3794 rVV 1997477 3024822 16.42% 1.990%

41 14.001 3794 3803 3817 rVB2 6564591 11149369 60.53% 7.334%
42 14.072 3817 3825 3835 rVB4 169729 300480 1.63% 0.198%
43 14.139 3836 3846 3854 rBV2 244201 377141 2.05% 0.248%
44 14.217 3854 3870 3887 rVB 4724161 7641462 41.49% 5.026%
45 14.300 3887 3896 3902 rBV 310299 484778 2.63% 0.319%

46 14.438 3924 3939 3943 rBV2 337947 577383 3.13% 0.380%
47 14.483 3943 3953 3964 rVV 5497502 8945180 48.56% 5.884%
48 14.532 3964 3968 3976 rVvV 299688 402908 2.19% 0.265%
49 14.602 3976 3990 4001 rVV3 9386023 18419761 100.00% 12.116%
50 14.664 4001 4009 4020 rVB4 724470 1262758 6.86% 0.831%

51 14.750 4025 4036 4047 rVV 1452524 2421252 13.14% 1.593%
52 14.856 4049 4069 4076 rVV3 1800944 4336988 23.55% 2.853%
53 14.895 4077 4081 4089 rVvVv 897175 1314774 7.14% 0.865%
54 14.966 4089 4103 4121 rVB3 1795417 3958991 21.49% 2.604%
55 15.133 4135 4155 4165 rBV 2498023 4282024 23.25% 2.817%

56 15.184 4165 4171 4178 rVV 183125 259053 1.41% 0.170%
57 15.233 4178 4186 4194 rVV3 502767 913039 4._.96% 0.601%
58 15.278 4194 4200 4223 rVB 495805 890481 4.83% 0.586%
59 15.393 4224 4236 4247 rBV 798294 1305134 7.09% 0.858%
60 15.538 4265 4281 4306 rBV3 499274 1580381 8.58% 1.040%

61 15.644 4306 4314 4322 rVV 234780 434225 2.36% 0.286%
62 15.709 4324 4334 4359 rVB4 362786 828970 4_50% 0.545%
63 15.834 4359 4373 4384 rBV2 144878 302597 1.64% 0.199%
64 15.998 4409 4424 4429 rBV3 96188 192534 1.05% 0.127%
65 16.049 4429 4440 4461 rVB 1765626 3276800 17.79% 2.155%

66 16.213 4478 4491 4507 rBV 998518 1876562 10.19% 1.234%

Sum of corrected areas: 152027810
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN091119\
VN057922.D

11 Sep 2019 13:57

JC/SP

K4818-03

5.00mL/MSVOA N/WATER

65 Sample Multiplier: 1

T2-MW-4-8.0-091019

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .M
: SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN057922.D
1e+07
8000000
6000000
4000000
2000000
ol 4.57 5.02 6.60
T T T T e e [ T e e e e e T
Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN057922.D
1e+07
8000000
6000000
4000000
2000000 10.08
8.57 11.41
65 9.61 10.52
7.4 8.0 5 9.96
o Wt ) e o 550 5| un % some s
Time--> 7.00 7.50 8.00 8.50 9. 00 9 50 10 00 10.50 11.00 11.50
Abundance TIC: VN057922.D
1e+07 1355 14.60
8000000
13.99 00
6000000 14.48
4000000
2000000 14, %4 28.97 16.05
.6l
04
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 N\DATA\VN0O91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Benzene, 1,2-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.52 92.56 ug/1 3242720 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 86
Abundance Scan 3653 (13.519 min): VN057922.D ( d1)3640) ) m/z 105.10 100.00%
105 119
5000 134
91
77
39 51 65 | o ‘ % | 1121| 127 13.20 13.40 13.60 13.80
Ot e el ot PSRN L2 b Tm/z 119.05 98.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 149
5000 134
o1 13.20 13.40 13.60 13.80
77 m/z 134.05 45_10%
39
S A - T 1Y .2 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119
13.20 13.40 13.60 13.80
5000 134 m/z 91.05 29.44%
91
41
"P"'I"%TI"'““"'?%'?ﬁ'éﬁ'l'“hl""l"pﬁ'ul'I'Jj'l'}%z"“'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14839: Benzene, 1,3-diethyl-
105 119 13.20 13.40 13.60 13.80
m/z 117.05 22.12%
5000 134
91
39
s m B e U ey ol L)
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN0O91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Benzene, (2-bromocyclopropyl)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.55 496.08 ug/Il 17379000 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-bromocvclopropvl)- 196 C9H9Br 036617-02-4 50
2 3-Bromo-1-phenvl-1-propene 196 C9H9Br 004392-24-9 47
3 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 43
4 Tetracvclol2.2.1.0(2.6).0(3.5)1h... 116 C9H8 081787-74-8 35
5 1H-Pyrrole-3,4-dicarbonitrile 117 C6H3N3 125666-25-3 35

Abundance Scan 3663 (13.551 min): VN057922.D (-3655) (-) m/z 117.15 100.00%
117
5000
91
39 ;o 63
74 103 140 207 13.20 13.40 13.60 13.80
0 R N m/z 118.10 95.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58678: Benzene, (2-bromocyclopropyl)-
117
5000 AR SRR S ---?4\
1320 13.40 13.60 13.80
91 m/z 115.10 68.80%
39 51 63
27 | ] 102 131 152 173184 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58676: 3-Bromo-1-phenyl-1-propene
117
13.20 13.40 13.60 13.80
5000 m/z 91.10 31.80%
91
39 5 43
13 26 \‘ Ll 77 y 102 ‘\ 19
miz--> % 4 0 8 100 130 140 160 180 200
Abundance #58675: trans-Cinnamyl bromide
117 13.20 13.40 13.60 13.80
m/z 63.00 19.99%
5000
91
15 27 32 51 63 77 | 102 || 129 169 196
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN0O91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Benzene, l-ethyl-2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.90 316.54 ug/Il 11089100 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 97
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 3772 (13.902 min): VN057922.D (-3757) (-) m/z 119.10 100.00%
119
5000 134
7791
105
39 ¢ 13.60 13.80 14.00 14.20
o.”“.“u”h,ﬁ.h”lwﬂnﬂ.”u“”.“.”..”Fﬂ?.”.w.”wgﬁ. m/z 134.10 40.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
13.60 13.80 14.00 14.20
7791ﬂ5 134 m/z 91.05 24.10%
14 27 51 I A
m/z--> 25 45 60 80 160 150 150 160 180 200 220 240 260
Abundance #14888: Benzene, 4-ethyl-1,2-dimethy!l-

13.60 13.80 14.00 14.20
m/z 120.10 13.69%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

13.60 13.80 14.00 14.20
m/z 77.00 13.20%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20

82N091019W.M Thu Sep 19 05:50:21 2019 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN0O91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 (E)-1-Phenyl-1-butene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.00 318.26 ug/Il 11149400 1,4-Dichlorobenzene-d4 13.35

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY-1-Phenvl-1-butene 132 C10H12 001005-64-7 93
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 90
3 Benzene. l1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 90
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 90
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
Abundance Scan 3803 (14.001 min): VN057922.D (-3794) (-) m/z 117.10 100.00%

147
5000
132
91
39 51 63 77 | 103 | 148 13.60 13.80 14.00 14.20 14.40
e e e ettt el 2481 Tz 115.10  42.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14051: (E)-1-Phenyl-1-butene
147
5000
91 132 13.60 13.80 14.00 14.20 14.40

m/z 132.10 34 .19%

51

”,}?,”m,””h””Jh”,M”,mm,””Hh”,N”,””,”dqm”,””,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14042: Benzene, 2-butenyl-
117
132 13.60 13.80 14.00 14.20 14.40
5000 o1 m/z 91.10 20.73%
39 51 65 47
27
..,.1..5.,...‘2,....‘,‘....ﬂ‘:‘...,a‘:‘..,.n‘l,....‘,:...fﬂ%.,..h,...‘l‘,‘.‘...,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117 13.60 13.80 14.00 14.20 14.40
m/z 119.10 18.14%
5000
91 132
,, 39 51 65 7 ‘ 105
”,}?,”m,””h””ﬂmulmnlwﬁhnuhh”,NL,”J,”mﬂm”,””,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN0O91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.22 218.12 ug/Il 7641460 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 96
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
Abundance Scan 3871 (14.220 min): VN057922.D (-3854) (-) m/z 119.05 100.00%
119
5000 134
39 77 ot 14.00 14.20 14.40 14.60
51 65 103 : - : :
o.w””,“”“.Jﬁn.p”wnmw”Jm””Jhnpw}ﬁymL”.“h.“%?ﬁ”. m/z 134.10 50.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
14.00 14.20 14.40 14.60
o1 m/z 91.10 18.42%
15 27 39 51 65 17 105
mz> 10 % % 40 % 6 7o 8 % 100 110 120 15 140 180
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

14.00 14.20 14.40 14.60
m/z 120.05  10.55%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-

14.00 14.20 14.40 14.60
m/z 133.05 10.22%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN0O91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.48 255.34 ug/I 8945180 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 94
3 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 93
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91
Abundance Scan 3952 (14.480 min): VN057922.D (-3943) (-) m/z 117.05 100.00%
147
5000 132
91
39 51 65 77 103 14.20 14.40 14.60 14.80
0 .Muﬂ%?uﬁ?.”,.”.,??. m/z 132.10 42.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 14.20 14.40 14.60 14.80
,, 39 51 65 77 m/z 115.10 29.84%
15 U

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
14.20 14.40 14.60 14.80
5000 132 m/z 131.10 20.76%
39 51 @5 91
0 /<N O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 14.20 14.40 14.60 14.80
m/z 91.00 14 .84%
5000 132

91
51 77 ‘
15 27 39 5" 65 1108 4

m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN0O91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.86 123.80 ug/Il 4336990 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 86
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 86
3 Benzene. 1-methvl-4-(l-methvl-2-.__. 146 C11H14 097664-18-1 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 64
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 64

Abundance Scan 4070 (14.860 min): VN057922.D (-4049) (-) m/z 131.10 100.00%

5000

39 14.60 14.80 15.00 15.20

160

193 209

01 m/z 133.10 63.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131
5000 18
14.60 14.80 15.00 15.20
o s m/z 146.10  23.52%
51 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146 14.60 14.80 15.00 15.20
5000 91 m/z 115.00 23.33%
115
39 88 7\7 M I -
! 11 | n Wl Iy o
I o o B o o e R e A REEaE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131 14.60 14.80 15.00 15.20
m/z 91.05 22.21%
5000
91 146
39 53 77 ‘ 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN0O91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.97 113.01 ug/Il 3958990 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 87
2 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 87
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 87
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 87
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
Abundance Scan 4104 (14.969 min): VN057922.D (-4089) (-) m/z 131.10 100.00%
131
5000
o 115 | 146
39 6377 | || I 200 081 14.60 14.80 15.00 15.20
SN SOVN N INPPR TRBY | N 'ENN— | IS ———— m/z 146.10 23.62%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131

5000
146 14.60 14.80 15.00 15.20
91 m/z 133.10 20.03%
115
3 77
..”bnhww”J“.”,”.W.N.“.”,”...”...” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
14.60 14.80 15.00 15.20
5000 m/z 115.00 16.88%
91
115 146
27 5L I Ll
ul
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 14.60 14.80 15.00 15.20
m/z 91.10 14.64%
146
5000
% 115
51 77 ‘ |
| —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA N\DATA\VN0O91119\

Data File : VNO57922.D

Aca On - 11 Sep 2019 13:57

Operator : JC/SP

sample - K4818-03 -
Misc - 5.00mL/MSVOA N/WATER I
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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 Naphthalene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.05 93.54 ug/1 3276800 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 72
Abundance Scan 4440 (16.049 min): VN057922.D (-4429) (-) m/z 142.10 100.00%
142
5000
115
39 51 63 74 8 15.80 16.00 16.20 16.40
Ol bttt o 302 126 L 191 207 Thz7141.10 86.70%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142
5000 R UL SRR SN B
115 15.80 16.00 16.20 16.40

m/z 115.10 34.61%
39 58 7189 102 | 126

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142

15.80 16.00 16.20 16.40

0,
5000 15 m/z 143.05 11.13%

27 30 51,93 74 89 100 | 126 ||

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- e A RRREE BE R L

141 15.80 16.00 16.20 16.40

m/z 139.00 10.27%
5000 115
63
27 P L P |6

B B B e e B o e S e

m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO091119\

Data File : VNO57922.D

Acq On : 11 Sep 2019 13:57

Operator : JC/SP

Sample - K4818-03 :
Misc - 5.00mL/MSVOA_N/WATER B
ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W .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]
Benzene, 1,2-diet... 13.52 92.6 ug/l 3242720 4 13.35 1751640 50.0
Benzene, (2-bromo... 13.55 496.1 ug/l1 17379000 4 13.35 1751640 50.0
Benzene, l-ethyl-_.. 13.90 316.5 ug/l1 11089100 4 13.35 1751640 50.0
(BE)-1-Phenyl-1-bu... 14.00 318.3 ug/l 11149400 4 13.35 1751640 50.0
Benzene, 1,2,3,4-... 14.22 218.1 ug/l 7641460 4 13.35 1751640 50.0
Benzene, 2-etheny... 14.48 255.3 ug/l 8945180 4 13.35 1751640 50.0
2,2-Dimethylinden... 14.86 123.8 ug/l 4336990 4 13.35 1751640 50.0
1H-Indene, 2,3-di... 14.97 113.0 ug/l 3958990 4 13.35 1751640 50.0
Naphthalene, 1-me... 16.05 93.5 ug/1 3276800 4 13.35 1751640 50.0
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