LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 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\82N062420W_.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

2.423 184 202 203 rBV 17947 31781 1.34% 0.118%
7.548 1776 1796 1807 rBv2 172780 436781 18.46% 1.621%
rvv 291824 712030 30.10% 2.643%
7.834 1873 1885 1900 rBV5 10025 25166 1.06% 0.093%
7.985 1911 1932 1959 rBV 186074 437610 18.50% 1.624%
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8.168 1979 1989 2005 rVvB2 24749 64453 2.72% 0.239%
8.397 2047 2060 2077 rVB5 15232 33121 1.40% 0.123%
rBv 472500 999784 42.26% 3.711%
9.046 2239 2262 2274 rBV4 64707 166415 7.03% 0.618%
9.111 2274 2282 2292 rVB5 18266 35236 1.49% 0.131%
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11 9.329 2333 2350 2365 rBV6 11344 26669 1.13% 0.099%
12 9.487 2386 2399 2419 rBvV 64183 138037 5.83% 0.512%
13 9.622 2419 2441 2454 rBV4 87862 234012 9.89% 0.869%
14 9.699 2454 2465 2474 rBV 53204 106958 4._.52% 0.397%
15 9.837 2489 2508 2528 rBV2 61859 156273 6.61% 0.580%

16 9.992 2545 2556 2565 rVvVv 97661 184143 7.78% 0.684%
17 10.059 2565 2577 2600 rVvVv 823773 1551482 65.58% 5.759%

18 10.181 2600 2615 2621 rVV6 17340 38316 1.62% 0.142%
19 10.255 2622 2638 2649 rVB5 89972 191539 8.10% 0.711%
20 10.403 2676 2684 2692 rBV5 21762 34434 1.46% 0.128%
21 10.493 2701 2712 2735 rBVS8 55333 166024 7.02% 0.616%
22 10.596 2736 2744 2755 rVB5 26251 47937 2.03% 0.178%
23 10.693 2755 2774 2783 rBV3 41097 80544 3.40% 0.299%
24 10.792 2798 2805 2817 rVB2 48260 83139 3.51% 0.309%
25 10.889 2830 2835 2839 rVVv3 22183 30058 1.27% 0.112%
26 10.924 2841 2846 2853 rVV 37075 50516 2.14% 0.188%
27 10.975 2854 2862 2872 rVB4 36046 61587 2.60% 0.229%
28 11.033 2873 2880 2889 rVB6 20902 35713 1.51% 0.133%
29 11.094 2890 2899 2907 rBV2 34750 55296 2.34% 0.205%

30 11.175 2907 2924 2943 rVB6 168832 409860 17.32% 1.521%

31 11.274 2944 2955 2973 rBV 133482 251470 10.63% 0.933%
32 11.381 2974 2988 3004 rBV 752527 1358278 57.41% 5.042%
33 11.483 3006 3020 3036 rVB 288939 555984 23.50% 2.064%
34 11.602 3037 3057 3075 rBv4 177055 483617 20.44% 1.795%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 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\82N062420W .M
Title : SW846 8260
35 11.786 3104 3114 3119 rBVS 15703 30848 1.30% 0.115%
36 11.831 3120 3128 3136 rVvv4 42549 71374 3.02% 0.265%
37 11.901 3138 3150 3161 rVVv7 61125 141678 5.99% 0.526%
38 12.020 3180 3187 3196 rVB 64174 91194 3.85% 0.339%
39 12.091 3201 3209 3216 rVvv4 53454 95074 4.02% 0.353%
40 12.136 3217 3223 3232 rVB6 50091 80253 3.39% 0.298%
41 12.223 3243 3250 3256 rBVY 51529 79584 3.36% 0.295%

42 12.374 3282 3297 3307 rVV2 570147 1130774 47.79% 4.198%
43 12.419 3307 3311 3319 rVB2 87417 110113 4._.65% 0.409%
44 12.525 3336 3344 3346 rBV2 41123 56286 2.38% 0.209%
45 12.564 3348 3356 3368 rVB 276445 451423 19.08% 1.676%

46 12.663 3377 3387 3393 rBVY 294029 461521 19.51% 1.713%
47 12.709 3393 3401 3424 rVB 516349 896964 37.91% 3.330%
48 12.866 3440 3450 3456 rBVY 95490 169315 7.16% 0.629%
49 12.937 3467 3472 3476 rBV4 39518 49315 2.08% 0.183%
50 13.014 3486 3496 3507 rVB 1493300 2365898 100.00% 8.782%

51 13.069 3507 3513 3522 rVB3 69025 106972 4._.52% 0.397%
52 13.130 3523 3532 3533 rBv4 61106 78351 3.31% 0.291%
53 13.178 3542 3547 3554 rVB2 66782 81978 3.46% 0.304%
54 13.262 3566 3573 3578 rBv4 80699 113127 4.78% 0.420%
55 13.319 3579 3591 3596 rBV 715859 1268996 53.64% 4.711%

56 13.487 3634 3643 3646 rBvV 176661 245488 10.38% 0.911%
57 13.519 3647 3653 3659 rvVv2 365525 621765 26.28% 2.308%
58 13.561 3659 3666 3684 rVB4 521492 1052550 44.49% 3.907%
59 13.647 3686 3693 3699 rBv4 45006 63741 2.69% 0.237%
60 13.715 3707 3714 3724 rVB 127067 197845 8.36% 0.734%

61 13.776 3724 3733 3738 rBV 240806 383057 16.19% 1.422%
62 13.863 3751 3760 3770 rBV 503510 769482 32.52% 2.856%
63 13.917 3772 3777 3784 rVB2 76940 106515 4 _50% 0.395%
64 13.969 3784 3793 3803 rVB 328379 519763 21.97% 1.929%
65 14.036 3806 3814 3825 rVB6 46185 90065 3.81% 0.334%

66 14.101 3826 3834 3841 rBV2 106338 187753 7.94% 0.697%
67 14.184 3851 3860 3865 rBV 224768 363547 15.37% 1.350%
68 14.223 3866 3872 3880 rVvVv 291471 438112 18.52% 1.626%
69 14.271 3880 3887 3894 rVV3 197244 296655 12.54% 1.101%
70 14.307 3894 3898 3910 rVB2 110240 149863 6.33% 0.556%

71 14.409 3923 3930 3935 rBV2 77815 102420 4_.33% 0.380%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 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\82N062420W .M

: SW846 8260

72 14.451 3935 3943 3952 rVV2 268515 452014 19.11% 1.678%
73 14.499 3953 3958 3966 rVB 117409 165327 6.99% 0.614%
74 14.567 3966 3979 3989 rBV5 453251 933256 39.45% 3.464%
75 14.622 3990 3996 4007 rvVB4 125308 215667 9.12% 0.801%

76 14.824 4042 4059 4066 rBV3 204181 467160 19.75% 1.734%
77 14.930 4082 4092 4112 rVB3 173377 383161 16.20% 1.422%
78 15.104 4129 4146 4158 rBV 199792 437720 18.50% 1.625%
79 15.213 4171 4180 4188 rBv4 76457 135996 5.75% 0.505%
80 15.258 4189 4194 4202 rVB2 36093 52544 2.22% 0.195%

81 15.387 4223 4234 4249 rBV2 98030 202433 8.56% 0.751%
82 15.544 4271 4283 4302 rVB5 51938 160846 6.80% 0.597%

83 15.663 4314 4320 4330 rVB4 24164 41324 1.75% 0.153%
84 15.737 4332 4343 4352 rVB6 37168 74369 3.14% 0.276%
85 15.876 4376 4386 4395 rBV9 15845 29703 1.26% 0.110%

86 16.123 4452 4463 4490 rVB 119794 263539 11.14% 0.978%
87 16.313 4509 4522 4539 rVB3 58237 129801 5.49% 0.482%

Sum of corrected areas: 26938782
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN062115.D
1400000
1200000
1000000
800000
600000
400000

200000
2.42

Time--> 180 2.00 220 2.40 2.60 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60
Abundance TIC: VN062115.D

1400000
1200000

1000000

10.06
800000 11.38

600000
8.55

400000
7.63

200000 m 7.99 .
9.4 7@84'
1%A»M78m 519%
. 5

T T
Time--> 7.00 7.50 8.00 8. 50 9 OO 9. 50 10 OO 10.50 11.00 11.50
Abundance TIC: VN062115.D

1400000
1200000

1000000

800000 13.32

12.37
600000 . 13.56 13.86

400000

200000

0 ; . ~—— —— , , , ,
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\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Octane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.17 15.09 ug/Il 409860 Chlorobenzene-d5 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 83
2 Tridecane 184 C13H28 000629-50-5 59
3 Octane. 4-methvl- 128 C9H20 002216-34-4 53
4 Oxirane. 2-methvl-3-propvl-. cis- 100 C6H120 006124-90-9 47
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 47
Abundance Scan 2923 (11.172 min): VN062115.D (-2907) (-) m/z 43.10 100.00%
5000 57 71 o
98 11“1 128 10.80 11.00 11.20 11.40
0 e L e m/z 71.10 50.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12671: Octane, 2-methyl-
43
5000 s7
n 10.80 11.00 11.20 11.40
85 m/z 57.10 49_.93%
H ‘ | ‘ o9 M3 128
0"'I""I""I""I""I""I""I""I""I”'
m/z--> 60 80 100 120 140 160 180
Abundance
43 57
71 10.80 11.00 11.20 11.40
5000 m/z 41.05 47 . 71%
oL 15 9 112 127 141 155 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12667: Octane, 4—methy|— L L L L L N L B
43 10.80 11.00 11.20 11.40
m/z 85.10 39.49%
5000
57 71 8
R O O
m/z--> 20 ' 60 80 1(')0 12'0 140 160 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.52 24 .50 ug/1 621765 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. l-propenvl- 118 C9H10 000637-50-3 72
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 64
Abundance Scan 3653 (13.519 min): VN062115.D (-3647) (-) m/z 117.10 100.00%
117
5000
39 51 63 105 13.20 13.40 13.60 13.80
Ol rrrrprrrr e it e e el 227 141 153 Tn777118.10  57.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8951: Indane
117
5000

13.20 13.40 13.60 13.80
m/z 115.10 30.58%

91
39 63
15 27 °° 5L %% 77 | 108 |

O P T T P T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 91.10 12.25%
91
15 27 39 51 63 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8964: Benzene, cyclopropyl-
117 13.20 13.40 13.60 13.80
m/z 116.10 8.64%
5000
91
39 51 65 77 ‘ 103 ‘
0”“”qnqpnh””ﬂuhﬁn“Jh””m”qﬂnpdqnnpnq””“”q”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.78 15.09 ug/Il 383057 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 3734 (13.779 min): VN062115.D (-3724) (-) m/z 119.10 100.00%
119
5000
134
91 105
39 51 65 17 13.40 13.60 13.80 14.00
o..,....,....,....-,~....,-....,.'.'..,...':-,....,|..F’ﬁ.u':.l,?%.":l..l%ﬂ..-..,... m/z 134.10 32.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 13.40 13.60 13.80 14.00
2 Y s m/z 91.05 16.20%
0..,.%.5.,..2..7,...:.3?....5,%..5.8,.??.,....,....,....,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
13.40 13.60 13.80 14.00
5000 m/z 105.05 12.36%
134
91
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 13.40 13.60 13.80 14.00
m/z 120.10 9.93%
5000
91 134
77 105
ol 15 27 3 Sleg® || eg " || 107 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 13.40 13.60 13.80 14.00

82N062420W.M Fri Jun 26 15:25:06 2020 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 20.48 ug/1 519763 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvl-1-propenvl)-.... 132 C1l0H12 000768-00-3 81
2 Benzene. (2-methvilcvclopropvl)- 132 C10H12 1000327-39-0 76
3 Indan. 1-methvl- 132 C10H12 000767-58-8 76
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 72
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 72
Abundance Scan 3793 (13.969 min): VN062115.D (-3784) (-) m/z 117.10 100.00%
117
5000
132
91 105
39 51 65 77 | | uol48 168 13.60 13.80 14.00 14.20
Obrprrrrprrrteee et et et e b o b o m/z 115.10 33.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117
132
5000
13.60 13.80 14.00 14.20
9 m/z 132.10 27.21%
p ® S e W
() AN WS U] TSRS 1| NN | FR—— — N” S| S .‘... N
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
117
13.60 13.80 14.00 14.20
5000 132 m/z 119.10 23.66%
a1
o 29 39 51 65 77 103
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14031: Indan, 1-methyl-
117 13.60 13.80 14.00 14.20
m/z 91.05 18.90%
5000
132
91
oL 2 st & w3 ||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.22 17.26 ug/Il 438112 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
2 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 95
3 o-Cvmene 134 C10H14 000527-84-4 94
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
Abundance Scan 3871 (14.220 min): VN062115.D (-3866) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 168 14.00 14.20 14.40 14.60
) S PN N WRRSOU M Y NN - m/z 134.10 45.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
14.00 14.20 14.40 14.60
o1 m/z 91.10 15.08%
15 2\7 % 5\1 6\5 7\7 ‘ 105 LL \
O::‘:||||‘|||‘|‘::::”::::‘i‘::i|||‘|||||||||
miz--> 20 40 60 80 100 120 140 160
Abundance
119
" 14.00 14.20 14.40 14.60
5000 m/z 120.10 10.33%
134
mz-> 20 40 60 8 100 120 140 160
Abundance #14811: o-Cymene
119 14.00 14.20 14.40 14.60
m/z 117.10 8.28%
5000
134
91
0 21 4\1 5\1 6\5 7\7 103 LL|
m/z--> 20 40 60 80 100 120 140 160 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.45 17.81 ug/Il 452014 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 93
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 87
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 76
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 72
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 72
Abundance Scan 3943 (14.451 min): VN062115.D (-3935) (-) m/z 117.10 100.00%
147
5000 132
91
39 51 65 77 103 14.20 14.40 14.60 14.80
0 ,.-!'J.'.,.1‘.‘5.‘.,.1‘?5?.,....,?95?. m/z 132.10  39.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000
132 14.20 14.40 14.60 14.80
m/z 115.10 28.36%
27 39 51 65 77 O o |
0...|.‘...‘l‘..“l‘.l“l‘...“l..‘..l‘...l‘lu‘l‘.‘.luu..|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 132 m/z 131.10 23.93%
27 39 51 g5 ;7 91 103
O e o T o T S B o SO
miz--> 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 91.10 13.48%
5000 132
91
527 95 657 Tags ||
m/z--> 20 40 60 8 100 120 140 160 180 200 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W.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-ethenyl-4-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14 .57 36.77 ug/l 933256 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 93
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
3 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 81
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 81
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
Abundance Scan 3980 (14.570 min): VN062115.D (-3966) (-) m/z 117.10 100.00%
117
5000 13
39 51 65 77 148 14.20 14.40 14.60 14.80
0 8 207 1 Tm/z 132.10  36.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117
5000
132 14.20 14.40 14.60 14.80
o1 m/z 115.05 28.47%
15 27 St 6s 77 T aos |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 14.20 14.40 14.60 14.80
5000 m/z 131.05 18.04%
a1
o7 39 91 65 77 105
0'}i"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117 14.20 14.40 14.60 14.80
m/z 119.10 17 .56%
132
5000
91
o
o] E—— ..“.‘. ‘l...” S PR | .l‘.‘. e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
VN062115.D

25 Jun 2020 16:53

JC/MD

L3020-17 20X
5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH

17 Sample Multiplier: 1

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .M

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-dimethyl-1-pr...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .82 18.41 ug/Il 467160 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dimethvl-1-propenvl)- 146 Cl1l1H14 000769-57-3 90
2 Benzene. (1l-methvl-1-butenvI)- 146 C11H14 053172-84-2 90
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 89
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
Abundance Scan 4058 (14.821 min): VN062115.D (-4042) (-) m/z 131.10 100.00%
5000
91 146
39 51 65 '/ 14.60 14.80 15.00 15.20
0 - '“ o2 297 "m/z 133.10 70.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
31
146
5000 91
14.60 14.80 15.00 15.20
39 51 o 77 103115 m/z 146.10 23.30%
I T e N |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
91 14.60 14.80 15.00 15.20
5000 m/z 148.10 21.63%
146
,; 39 51 77 115
15 63 103
G A L I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131 14.60 14.80 15.00 15.20
m/z 91.05 21.01%
5000
o1 146
115
27 39 51 63 77 ‘ 103 ‘ ‘
o S W O PR T N N+ Y Y A A YA
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20

82N062420W.M Fri Jun 26 15:25:14 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN062520\
Data File : VN062115.D

Aca On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.34a/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.93 15.10 ug/Il 383161 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 70
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 70
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 Cl11H14 017059-48-2 70
4 Benzene. l-methvl-4-(1l-methvl-2-... 146 C11H14 097664-18-1 70
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70
Abundance Scan 4092 (14.930 min): VN062115.D (-4082) (-) m/z 131.10 100.00%
5000
o1 146
39 51 65 77 14.60 14.80 15.00 15.20
o Al 02 182 209 | /7713310 44.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
5000
5 14.60 14.80 15.00 15.20
o1 14 m/z 146.10 22.94%
39 115
27 51 64 77 ‘ 103
0.,.‘...‘,‘..“.‘.,‘l‘...‘,....,‘.‘..‘l‘,.‘l“l.,.“...,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
14.60 14.80 15.00 15.20
5000 146 m/z 115.10 16.64%
27 39 51 63 77 91 105115
O e T e S T B e e I
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131 14.60 14.80 15.00 15.20
m/z 91.10 16.57%
5000
146
7R e n W
oL .‘... S WS || PP VSl v i | S | .“... N e S S A il ¥
m/z--> 20 40 60 80 100 120 140 160 180 200 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN062520\
Data File : VN062115.D

Acq On : 25 Jun 2020 16:53

Operator : JC/MD

Sample : L3020-17 20X

Misc : 5.349/5.0mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N062420W .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]
Octane, 2-methyl- 11.17 15.1 ug/I1 409860 3 11.38 1358280 50.0
Indane 13.52 245 ug/I1 621765 4 13.32 1269000 50.0
Benzene, 2-ethyl-_.. 13.78 15.1 ug/I1 383057 4 13.32 1269000 50.0
Benzene, (1-methy... 13.97 20.5 ug/I1 519763 4 13.32 1269000 50.0
Benzene, 1,2,3,4-... 14.22 17.3 ug/I1 438112 4 13.32 1269000 50.0
1H-Indene, 2,3-di... 14.45 17.8 ug/I1 452014 4 13.32 1269000 50.0
Benzene, l-etheny... 14.57 36.8 ug/I 933256 4 13.32 1269000 50.0
Benzene, (1,2-dim... 14.82 18.4 ug/I1 467160 4 13.32 1269000 50.0
1H-Indene, 2,3-di... 14.93 15.1 ug/I1 383161 4 13.32 1269000 50.0
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