LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 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\82N111820W.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 2.409 197 208 212 rBvV3 16134 26450 1.73% 0.200%
2 3.756 611 627 631 rBV6 8147 17179 1.12% 0.130%
3 6.579 1488 1505 1525 rVBS8 10859 32677 2.14% 0.247%
4 7.550 1788 1807 1818 rBV 183873 457740 29.93% 3.458%
5 7.624 1819 1830 1847 rVB 281059 668092 43.69% 5.047%
6 7.987 1924 1943 1967 rBV 221481 527191 34.47% 3.983%
7 8.171 1973 2000 2017 rBvV2 39919 122343 8.00% 0.924%
8 8.550 2102 2118 2140 rBV 514161 1080028 70.62% 8.159%
9 9.049 2267 2273 2284 rVB9 15102 26754 1.75% 0.202%
10 9.106 2284 2291 2304 rVB9 8336 16564 1.08% 0.125%
11 9.486 2397 2409 2426 rVB4 47670 96381 6.30% 0.728%
12 9.621 2430 2451 2466 rBvV2 81167 190858 12.48% 1.442%
13 9.994 2556 2567 2573 rBv4 25137 42905 2.81% 0.324%
14 10.058 2574 2587 2611 rVB 840882 1529296 100.00% 11.553%
15 10.489 2708 2721 2736 rVB6 17726 39911 2.61% 0.302%
16 11.380 2983 2998 3014 rBvV 840123 1478561 96.68% 11.170%
17 11.483 3021 3030 3043 rVB 37301 67829 4._.44% 0.512%
18 11.602 3058 3067 3082 rVB3 12802 25284 1.65% 0.191%

19 12.222 3245 3260 3273 rBV 272235 445679 29.14% 3.367%
20 12.373 3291 3307 3326 rBV 681395 1156398 75.62% 8.736%

21 12.566 3354 3367 3383 rVV 418342 675579 44.18% 5.104%
22 12.663 3387 3397 3404 rVvVv 77289 128914 8.43% 0.974%
23 12.708 3404 3411 3423 rVB 63087 101532 6.64% 0.767%
24 12.865 3451 3460 3468 rVB2 12226 18863 1.23% 0.143%
25 13.013 3498 3506 3515 rVB3 14801 21580 1.41% 0.163%

26 13.138 3528 3545 3559 rBv4 47236 118861 7.77% 0.898%
27 13.315 3587 3600 3624 rBV 841296 1486342 97.19% 11.229%
28 13.486 3642 3653 3657 rBvV2 119818 180556 11.81% 1.364%
29 13.515 3658 3662 3670 rVvV 112741 175544 11.48% 1.326%
30 13.563 3670 3677 3695 rvv4 81925 199814 13.07% 1.510%

31 13.643 3695 3702 3712 rVB4 24464 38191 2.50% 0.289%
32 13.714 3714 3724 3735 rVB2 44626 69235 4_.53% 0.523%
33 13.775 3735 3743 3755 rVB3 10396 17227 1.13% 0.130%

34 13.862 3758 3770 3780 rBV 210824 342701 22.41% 2.589%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 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\82N111820W.M
Title : SW846 8260
35 13.920 3780 3788 3794 rVV 32664 52994 3.47% 0.400%

36 13.968 3794 3803 3814 rVB3 94420 155872 10.19% 1.178%
37 14.183 3856 3870 3878 rBV 173481 293384 19.18% 2.216%

38 14.222 3878 3882 3889 rVv2 42986 55799 3.65% 0.422%
39 14.267 3889 3896 3902 rVB2 13491 19617 1.28% 0.148%
40 14.341 3910 3919 3927 rBV4 21189 32000 2.09% 0.242%

41 14.447 3943 3952 3963 rBV2 67035 107283 7.02% 0.810%
42 14.566 3975 3989 4001 rBV2 183350 365575 23.90% 2.762%

43 14.627 4001 4008 4019 rvB5 17304 30854 2.02% 0.233%
44 14.714 4026 4035 4043 rBV9 11719 17901 1.17% 0.135%
45 14.823 4047 4069 4076 rBv4 47698 112510 7.36% 0.850%
46 14.929 4088 4102 4113 rVB5 42438 88589 5.79% 0.669%
47 15.103 4147 4156 4165 rVB2 25407 45662 2.99% 0.345%
48 15.216 4180 4191 4196 rBV9 14363 25802 1.69% 0.195%
49 15.383 4234 4243 4256 rBV3 23559 40691 2.66% 0.307%
50 15.543 4277 4293 4300 rBVvV10 14450 32786 2.14% 0.248%
51 15.666 4321 4331 4340 rBV9 12445 23128 1.51% 0.175%
52 15.733 4340 4352 4362 rVB6 14256 28811 1.88% 0.218%
53 15.871 4387 4395 4405 rBV9 10052 17901 1.17% 0.135%
54 16.119 4465 4472 4484 rVB9 9983 19008 1.24% 0.144%
55 16.305 4517 4530 4544 rBvVY 21936 47587 3.11% 0.360%
Sum of corrected areas: 13236813
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.M
Quant Title : SW846 8260

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

Abundance TIC: VN064741.D
800000

600000

400000

200000

2.41 3.76 6.58
R R R e

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 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: VN064741.D

800000

10.06 11438

600000
8.55

400000

7.62
7.99

200000 7.5

8.17 901 /\_A_‘ JQMQ F‘ﬁ 60

O e M e e R e e
Time--> 7.00 7.50 8.00 8.50 9.00 '9.50 10.00 10.50 11.00 11,50
Abundance TIC: VN064741.D
800000 1332
12.37
600000
12.57
400000
200000
148293
4 5. 53
. 12734\ puss7y 4 1518245385, 5 36167785,87 16121631

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\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.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, 2,2,3,3-tetramethyl- Concentration Rank 7

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

8.17 5.66 ug/Il 122343 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 64
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 59
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
4 4-Bromoheptane 178 C7H15Br 000998-93-6 47
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45

Abundance Scan 2000 (8.171 min): VN064741.D (-1973) (-) m/z 57.10 100.00%
g7
5000
41
|| I, e 83 99 7.80 8.00 820 8.40 8.60
0L e m/z 41.00 36.07%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
5000
41 7.80 8.00 8.20 8.40 8.60
- m/z 56.00 34 .54%
15 T 69 g3 %
e L B S BN AR RRALS RARAA NRAAN AARRA RARAN LAARS RARA SARAS LA N B
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
7.80 8.00 8.20 8.40 8.60
5000 m/z 43.00 21.89%
41 71
ol 49 85 95 107115 127 137
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 7.80 8.00 8.20 8.40 8.60
m/z 39.00 15.09%
5000
41
29
oL 2 15 | “ 49 | 71 83 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.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 Heptane, 4-methyl- Concentration Rank 4

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

9.62 8.84 ug/l 190858 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-methvl- 114 C8H18 000589-53-7 64
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 64
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 53
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 53
5 Butane, 1-bromo-3-methyl- 150 C5H11Br 000107-82-4 53

Abundance Scan 2451 (9.621 min): VN064741.D (-2430) (-) m/z 43.05 100.00%
a3
71
5000 57
85
51 97 9.40 9.60 9.80 10.00
O eeeelitd S8 7oL 112 w7 71,10 63.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43
71
5000
9.40 9.60 9.80 10.00
57 m/z 70.10 53.56%
29
o158 | s es | 77 & g 114
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
e 7 ~9.40 9.60 9.80 10.00
5000 m/z 40.95 51.91%
29
ol 38, Lo s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7660: Pentane, 2,3,4-trimethyl- R e A LARE
43 9.40 9.60 9.80 10.00
m/z 57.10 44 .78%
71
5000
27 55
0 \\ 37\M‘ 49 ‘k\ 65 ||, 77 83 97 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.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 3 Benzene, 1,2-diethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.49 6.07 ug/l 180556 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 87
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 81
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 68
Abundance Scan 3654 (13.489 min): VN064741.D (-3642) (-) m/z 119.10 100.00%
9
5000 134
77
39 51 65 007 13.20 13.40 13.60 13.80
o} O I S S m/z 105.05 98.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105 |19
5000 91 134
13.20 13.40 13.60 13.80
77 m/z 134.00 44 .84%
27 39 51 65 ‘
0 ..1‘.5|.‘.‘. .‘l‘..“l‘.‘l“.‘..ﬁ“luu‘l‘.l“.‘. .‘M...‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
105
13.20 13.40 13.60 13.80
5000 134 m/z 91.00 32.43%
91
o 15 27 4151 65 "
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14843: Benzene, 1,3-diethyl-
105 119 13.20 13.40 13.60 13.80
m/z 117.00 27 .65%
5000 134
2139 5 o 77 %
0 ..,.‘.‘.. \ -“l‘-|” .‘” ‘ .,‘l‘..‘.‘l...‘.,....,....,....,....
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\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.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 trans-Cinnamyl bromide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.51 5.91 ug/Il 175544 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 59
2 Benzene. (2-bromocvclopropvIl)- 196 C9H9Br 036617-02-4 45
3 5H-1-Pvrindine 117 C8H7N 000270-91-7 43
4 2.4-Dicvanopvrrole 117 C6H3N3 074023-87-3 25
5 Indolizine 117 C8H7N 000274-40-8 25
Abundance Scan 3661 (13.511 min): VN064741.D (-3658) (-) m/z 117.10 100.00%
147
5000
39 58 » 91 108 13.20 13.40 13.60 13.80
0 R m/z 118.00 63.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58675: trans-Cinnamyl bromide
117
5000
13.20 13.40 13.60 13.80
o1 m/z 115.00 44 _48%
ol 15 27 % 818 77 | 100 | 129 169 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 116.00 16.81%
39 51 @3 o
oL 15 27 74 102 128 169 184 196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8578: 5H-1-Pyrindine
117 13.20 13.40 13.60 13.80
9 m/z 39.00 14.43%
5000
39 63
51
07 ?7-=W "H"l“‘l "??' J"}qq 'MI" L AR UL SO S R IR BN BN B
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\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.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 Benzene, l-ethyl-2,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.86 11.53 ug/Il 342701 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 3769 (13.859 min): VN064741.D (-3758) (- m/z 119.10 100.00%
119
5000
134
91
39 51 g 65 7|7 | 105 | 127 13.60 13.80 14.00 14.20
) S S VIS0 SO R RSO 1 A 1 ) m/z 134.10 28.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
5000
13.60 13.80 14.00 14.20
- 3 105 134 m/z 91.00 19.51%
o5 21 39 Slegf | | e [ || 127
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
13.60 13.80 14.00 14.20
5000 m/z 117.00 12.49%
91 134
77 105

39 51 65

ol 15 27 58
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 13.60 13.80 14.00 14.20
m/z 77.10 11.90%
5000
o1 134
” 105
o5 2 B s e SBl h2r |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.97 5.24 ug/1l 155872 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
2 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 83
3 Benzene. (2-methyl-1-propenvl)- 132 C10H12 000768-49-0 83
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 80
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 80
Abundance Scan 3804 (13.971 min): VN064741.D (-3794) (-) m/z 117.05 100.00%

117
5000
132

39 57 63 77 o 105 148 007 13.60 13.80 14.00 14.20

0! B i B e e m/z 114.95 38.19%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132

13.60 13.80 14.00 14.20
91 m/z 132.10 29.91%

39 51 63 77
15 27 5% | 7 103 | -

O B o o o o o B B B N BLR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 13.60 13.80 14.00 14.20
5000 m/z 91.00 16.08%
91
o7 39 51 65 77 103
O T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117 132 13.60 13.80 14.00 14.20
m/z 119.05 14 .06%
5000
91
39 51 65 77
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.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 7 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3

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

14.18 9.87 ug/l 293384 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 94

5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 93

Abundance Scan 3869 (14.180 min): VN064741.D (-3856) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 77 103191, | 127 13.80 14.00 14.20 14.40
o A NSO SR v P50 m/z 134.10 43.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
13.80 14.00 14.20 14.40
91 m/z 91.00 19.36%
39
o 15 27 Slgg6 7 103 ) 107 |,
T T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
13.80 14.00 14.20 14.40
5000 134 m/z 76.95 9.91%
39 77 9
ol 15 21 51 5g 65 98 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 13.80 14.00 14.20 14.40
m/z 115.00 9.66%
134
5000
27 39 51 g5 77 O
0 ..,....,...‘.,....‘,‘....i‘a‘..5.8,.‘a‘..,...‘a‘,....,‘..%S,.l‘.(‘).s.,..‘.‘.l..1.2.7,.‘.‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064741.D

Aca On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.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, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14 .57 12.30 ug/Il 365575 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 93
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 81
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 76
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 74
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 74
Abundance Scan 3990 (14.569 min): VN064741.D (-3975) (-) m/z 117.00 100.00%
117
5000
132
39 51 65 77 14.20 14.40 14.60 14.80
o 2% m/z 132.10  33.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 14.20 14.40 14.60 14.80
0
:m 51 g5 77 ‘ Lo ‘ m/z 115.00 33.77%
0 |||||||||| “H\ “H::“i“ ||‘ﬁ||”i‘||l‘||‘l‘|‘|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 132 m/z 131.10 20.55%
27 39 51 65 ;7 91 103
O e T
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 17.51%
5000 132
5279 T Tam ||
m/z--> 20 4'0 60 80 1(')0 150 140 160 180 200 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111920\
Data File : VN064741.D

Acq On : 19 Nov 2020 18:26

Operator : JC/MD

Sample : L4783-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.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, 2,2,3,3-t... 8.17 5.7 ug/Il 122343 2 8.55 1080030 50.0
Heptane, 4-methyl- 9.62 8.8 ug/Il 190858 2 8.55 1080030 50.0
Benzene, 1,2-diet... 13.49 6.1 ug/Il 180556 4 13.32 1486340 50.0
trans-Cinnamyl br... 13.51 5.9 ug/Il 175544 4 13.32 1486340 50.0
Benzene, l-ethyl-... 13.86 11.5 ug/I1 342701 4 13.32 1486340 50.0
Benzene, l-etheny... 13.97 5.2 ug/Il 155872 4 13.32 1486340 50.0
Benzene, 1,2,4,5-... 14.18 9.9 ug/Il 293384 4 13.32 1486340 50.0
Benzene, 2-etheny... 14.57 12.3 ug/I1 365575 4 13.32 1486340 50.0
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