LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M

Title : SW846 8260

Signal : TIC: VN@69783.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.231 77 90 132 rVB3 126269 383321 1.48% 0.099%
2 8.019 2221 2248 2257 rBV2 1040305 2504676 9.69% 0.644%
3 8.078 2259 2270 2290 rVV 2103591 4948622 19.14% 1.273%
4  8.284 2330 2347 2364 rBV4 169336 389038 1.50% 0.100%
5 8.434 2381 2403 2429 rBV 1323543 3110595 12.03% ©0.800%
6 8.606 2455 2467 2493 rVB2 307531 793887 3.07% 0.204%
7 8.818 2525 2546 2569 rBvV2 243813 511354 1.98% 0.132%
8 8.965 2580 2601 2632 rBV 3167035 6645308 25.70% 1.709%
9 9.453 2748 2783 2795 rBV3 634913 1554221 6.01% 0.400%
10 9.877 2924 2941 2963 rVB2 385228 808966 3.13% 0.208%
11 10.011 2965 2991 3004 rBV2 541510 1195269 4.62% 0.307%
12 10.076 3004 3015 3045 rVB2 458961 1152686 4.46% 0.296%
13 10.212 3045 3066 3093 rBV2 424890 1028312 3.98% 0.264%
14 10.365 3095 3123 3134 rBV4 223635 509530 1.97% 0.131%
15 10.440 3134 3151 3164 rBV 5202059 9931565 38.41% 2.554%
16 10.505 3165 3175 3188 rVB 1861608 3317896 12.83% 0.853%
17 10.620 3204 3218 3235 rVB 1306517 2467948 9.54% 0.635%
18 10.781 3267 3278 3296 rVB2 257364 502225 1.94% 0.129%
19 10.875 3297 3313 3335 rBV6 456398 1063541 4.11% 0.274%
20 10.961 3336 3345 3358 rVB3 198073 344150 1.33% 0.089%
21 11.049 3362 3378 3391 rBvV2 332039 597974  2.31% 0.154%
22 11.151 3407 3416 3432 rVB2 247308 457452 1.77% 0.118%
23 11.221 3433 3442 3449 rBv4 266219 424604 1.64% 0.109%
24 11.291 3461 3468 3478 rVB 551695 802377 3.10% 0.206%
25 11.344 3479 3488 3501 rVB2 592655 1079180 4.17% 0.278%

26 11.452 3517 3528 3537 rBV3 421558 713268  2.76%
27 11.527 3539 3556 3581 rVB5 1435395 3767224 14.57%
28 11.629 3582 3594 3605 rBV 1260604 2049059  7.92%
29 11.747 3623 3638 3659 rBV 4430217 8004935 30.96%
30 11.846 3663 3675 3694 rBV 1774856 3472089 13.43%

ONOOO
Ul
N
~N
R

31 11.953 3695 3715 3736 rBV3 10578418 21138305 81.75% 5.437%
32 12.090 3757 3766 3781 rBV7 121534 271790 1.05% 0.070%
33 12.280 3811 3837 3854 rBV2 4047697 10232077 39.57% 2.632%
34 12.369 3861 3870 3879 rVB 1176994 1808020 6.99% 0.465%
35 12.417 3880 3888 3890 rBV5 259001 299811 1.16% ©.077%

36 12.455 3893 3902 3905 rBv4 695836 932212 3.61% 0.240%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Title : SW846 8260

37 12.578 3940 3948 3957 rBV2 551337 1029100 3.98% ©0.265%
38 12.734 3995 4006 4015 rBV 3538445 5830627 22.55% 1.500%
39 12.919 4060 4075 4085 rVB 1916450 3848647 14.88% 0.990%
40 12.983 4086 4099 4107 rBV 6908087 12101265 46.80% 3.112%

41 13.050 4115 4124 4139 rVB3 11873910 21857275 84.53% 5.622%
42 13.222 4173 4188 4203 rBV 3081494 6491611 25.10% 1.670%
43 13.286 4205 4212 4227 rVB4 2026327 3505473 13.56% 0.902%
44 13.369 4230 4243 4256 rBV 14311753 23286098 90.05% 5.989%
45 13.562 4303 4315 4325 rBV4 2920466 5392387 20.85% 1.387%

46 13.608 4326 4332 4340 rVB4 1064856 1358617 5.25% 0.349%
47 13.675 4348 4357 4363 rBV2 5224448 7866394 30.42% 2.023%
48 13.871 4422 4430 4438 rBV2 5405740 8015192 31.00% 2.062%
49 13.911 4439 4445 4465 rVB4 5561360 11783718 45.57%  3.031%
50 13.994 4466 4476 4488 rBV2 11193395 17353620 67.11% 4.463%

51 14.131 4520 4527 4532 rBV 2787007 3760529 14.54% 0.967%
52 14.217 4550 4559 4570 rVB 5924431 8821143 34.11%  2.269%
53 14.327 4589 4600 4612 rVB3 5430313 9123685 35.28% 2.347%
54 14.509 4660 4668 4675 rBV7 3130960 4632062 17.91% 1.191%
55 14.579 4688 4694 4703 rVB 5123414 6698705 25.91% 1.723%
56 14.622 4703 4710 4718 rVB2 3729566 4509055 17.44% 1.160%
57 14.665 4719 4726 4740 rVB4 3318161 5497450 21.26% 1.414%
58 14.726 4742 4749 4754 rBV3 1370086 1949809 7.54% 0.501%
59 14.761 4757 4762 4771 rVB2 3210170 4232944 16.37% 1.089%
60 14.812 4772 4781 4785 rBV3 5243787 7750502 29.97%  1.993%

61 14.930 4809 4825 4836 rBV5 10148463 25858343 100.00% 6.651%

62 15.086 4875 4883 4898 rVB 4149177 7222841 27.93% 1.858%
63 15.196 4916 4924 4934 rBV4 4171733 6396124 24.74%  1.645%
64 15.472 5017 5027 5031 rBV6 2737739 4428505 17.13% 1.139%
65 15.563 5053 5061 5069 rBvV2 2486711 3656085 14.14%  0.940%
66 15.617 5072 5081 5091 rBV5 4101555 7080361 27.38% 1.821%
67 15.702 5106 5113 5134 rVB5 7415217 14330551 55.42%  3.686%
68 15.807 5137 5152 5168 rBV3 5075757 12394012 47.93%  3.188%
69 16.550 5420 5429 5441 rVB3 5057875 9585223 37.07%  2.465%
70 16.617 5443 5454 5467 rBV 6004979 11938819 46.17% 3.071%

Sum of corrected areas: 388800259
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

: M4866-01
: 1.05g/1emL/100ulL/5.00mL/MSVOA_N/MEOH
: 8 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
VN@69783.D

6 Dec 2021 15:01

JC/MD

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VNO69783.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.983 76.92 ug/l 12101300 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 4099 (12.983 min): VN069783.D\data.ms (-4086) (-  m/z 105.00 100.00%
105.0
5000 J\V\ /\
T
39.0 77‘-0 13.00
Olrer oottt by 14001788 2071y 106 05 29.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 AN\ A
13.00
m/z 77.00 13.31%
39.0 77.0
0 \\\‘\‘H\“‘\\“V\”“\‘H\““H‘M“1‘\\‘\‘[‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
A
13.00
5000 m/z 91.00 11.73%
77.0
39.0
olt80 e Wb
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl- —
105.0 13.00
m/z 79.00 8.84%
5000
79.0
2 i
O bttt e e e N
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown13.871 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.871 50.95 ug/l 8015190 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 46
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 45
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 41
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 30
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 30

Abundance Scan 4430 (13.871 min): VN069783.D\data.ms (-4422) (- m/z 105.00 100.00%

105.0
5000
134.1

39.0 ‘ | “ ‘ 13.50 14.00
"w“H"ﬂMNL‘w"M‘wHx,w‘u_?5ﬁ?‘u}§%9‘u“ m/z 117.00  47.79%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17047: Benzene, (1-methylpropyl)-
105.0
5000

o

13.50 14.00
770 134.0 m/z 118.00 26.29%
270 510 17|
O\\\‘\‘\‘\\‘\\‘\\‘\\\\“\\\\‘M\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
13.50 14.00
5000 m/z 134.05 20.84%
77.0 134.0
0 150‘\\‘\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 A/\L
Abundance #17052: Benzene, 1-methyl-4-propyl- T —
105.0 13.50 14.00

m/z 115.00  18.36%

5000
134.0
77.0

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 50 14 00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.994 110.30 ug/l 17353600 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 76
2 Tridecane 184 C13H28 000629-50-5 59
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59
4 Decane 142 C10H22 000124-18-5 59
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 58
Abundance Scan 4476 (13.994 min): VN069783.D\data.ms (-4466) (- m/z 57.00 100.00%
57.0
5000
85.1
=
138.1 14.00
113.1
0 ‘U il 16611884 n/7 43,00 93.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
5000 =1
85.0 14.00
29.0 ) m/z 41.00 62.80%
\ ‘ L ‘ 1130  156.0
O \\\‘\‘\\\“‘}\\\“\\H\‘1\\\H‘\\i‘\’\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
—
14.00
5000 m/z 71.00 47.17%
29.0 85.0
0 1130 1410 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74011: Tridecane, 6-methyl- =
57.0 14.00
m/z 55.00 29.94%
5000
290 ‘ e 126.0
A O Y- -
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.217 56.07 ug/l 8821140 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 4559 (14.217 min): VN069783.D\data.ms (-4550) (-  m/z 119.00 100.00%

119.0
5000
90 14.00 14.50
39.0 65.0 : ’
Obrrrrrrerrebptieb ‘ Al 14801711 2071y 0 134,05 29.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00 18.55%
39.0 65.0 ‘ ‘
0 \1\5\.‘0\‘\\\“‘\ \“1‘\ “‘1‘\\1‘”‘\\‘1‘\ “H“H‘MH\‘\ R R B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
—r ——
14.00 14.50
5000 ITI/Z 105.00 10.14%
91.0
390 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene e I
119.0 14.00 14.50
m/z 77.00 9.75%
5000
91.0
41.0 65.0 ‘ ‘
0\\\‘\‘H\w\\‘H”‘H‘H\‘”‘\\M“MWM\m‘uu‘\m‘uu‘\m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Phenyl-1-butene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.327 57.99 ug/l 9123690 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 55
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 55
5 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 50

Abundance Scan 4600 (14.327 min): VN069783.D\data.ms (-4589) (-  m/z 117.00 100.00%
117.0

5000
91.0
148.1 — SNUAL
39‘ 0 65 0 ‘ 14.00 14.50
o S R T P “,1‘79‘1‘ 2070 /7 119.00  86.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 - A
14.00 14.50
91.0 o
m/z 105.00 42.73%
20 0 |
O ‘\‘\\\‘\\‘}H\‘H\\\“\\\\‘HU‘\\\‘\‘U\‘\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0
s e
14.00 14.50
5000 ITI/Z 115.00 36.26%
91.0
39.0 65.0 ‘
0 ‘“‘H‘_M‘ww‘:uwuwww"1‘uw‘h_m,mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- P e
117.0 14.00 14.50
m/z 91.00 34.36%
5000
39.0 65.0 ‘ ‘
0 _“ﬂ‘JH‘MH“Hw‘ﬂ“h‘ﬂh“u‘,u“_“W“u MY At
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.930 164.36 ug/l 25858300 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 92
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 81

Abundance Scan 4825 (14.930 min): VN069783.D\data.ms (-4809) (-  m/z 117.00 100.00%

117.0
5000
91.0 T
39.0 65.0 15.00
148.1
o | wl“‘H‘ 2802 2079 n/7 132.05  35.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T
91.0 15.00 )
510 m/z 115.00  29.90%
2707 ‘
0 \\\‘\‘\\\“’H\ \‘U\““U\\N‘h‘\\H\“H‘\\\“\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
—
15.00
5000 m/z 119.00  23.29%
39.0 g50 9L0 ‘
YU R SNV Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene o
117.0 15.00
m/z 91.00 20.66%
5000
0! e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\

Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M

Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Tridecane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.702 91.09 ug/l 14330600 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tetradecane 198 C14H30 000629-59-4 43
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43
4 Hexadecane 226 C16H34 000544-76-3 43
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 38

Abundance Scan 5113 (15.702 min): VN069783.D\data.ms (-5106) (-

m/z 57.00 100.00%

57.0
5000
851 1190
— —
145.1 15.50 16.00
184.2
oWH,W_HHW“:w!wmu“w_‘m;“wwz“?ﬁ‘l m/z 43.00 87.38%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 L - L——
15.50 16.00
290 m/z 71.00 58.21%
H || 120 1410 1840
O\‘\\\\’\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
— —
15.50 16.00
5000 m/z 41.00 50.01%
85.0
29.0
0 ‘\‘ “\ HH\ \H\ I \‘1130 141.0 169.0 1980
R B e e ARARAR
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #59045: Dodecane, 2-methyl- T —
43.0 15.50 16.00
m/z 85.10 35.64%
5000 71.0
‘ 99.0 14101690
o‘2"‘0“‘,“H““MH‘H”:wwuu‘Hm‘m}‘HHWMWH_M s =
m/z--> 0 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.807 78.78 ug/l 12394000 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91

Abundance Scan 5152 (15.807 min): VN069783.D\data.ms (-5137) (-  m/z 131.05 100.00%

131.1
5000
1050 15.50 16.00
39.0 77.0 : .
162.1
O b el m‘u “M A : ) 2831 2089 n/7 146.05  33.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 U\m !
15.50 16.00
m/z 105.00 17.65%
39.0 63.0 91.0 ‘ ‘
O\‘\‘M\“‘\\“1‘\‘”\‘\‘1\"\\‘\\“\‘\H‘“\M\‘HH‘\\H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
P C
15.50 16.00
5000 m/z 115.00  17.62%
91.0
39.0 630 ‘ |
0“ﬂu‘MHWuﬂMuh‘um‘qu‘ﬂw‘pN“_“‘_“w“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- — —
131.0 15.50 16.00
m/z 91.00 13.87%
5000
39.0 640 91.0
0\‘\‘H\“wH‘;H“\‘\m‘,u‘u“NHU‘H!“\‘W;“\H‘HH‘HH‘HH — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\

Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M

Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.550 60.93 ug/l 9585220 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 83
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 64

5 Benzene, (3-methyl-1-methylenebu... 160 C12H16

Abundance Scan 5429 (16.550 min): VN069783.D\data.ms (-5420) (-

118.0 1451
5000
390 gaq T
OFr ““w ST \““ ‘ “‘1 i ‘ ““1“ o “ }‘7%;‘ 206.2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000
91.0
28.0 51.0
O' \\“‘\‘\\\“\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0

5000
117.0
91.0

41.0 ‘ ‘
‘H | \‘\ ‘\

65.0
15.0 I H T I \M\ \‘ |

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

Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0

o

160.0

5000

39.0 91.0
63.0

038212-14-5 64

m/z 118.00 100.00%

=

16.20 16.40 16.60
m/z 145.05 86.66%

=~

16.20 16.40 16.60
m/z 160.10  61.92%

-

16.20 16.40 16.60
m/z 117.00 40.27%

=

16.20 16.40 16.60
m/z 105.00 34.97%

=

o

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.617 75.89 ug/1l 11938800 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 81

Abundance Scan 5454 (16.617 min): VN069783.D\data.ms (-5443) (-  m/z 142.00 100.00%
142.0

5000 115.0

-

39.0 630 ggo 16.20 16.40 16.60

Ol et bt i 16911902 141 65 88.e5%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 [T
115.0 16.20 16.40 16.60

m/z 115.00  40.81%
39.0 630 89.0 |

O‘\\\\“\\\\‘\\\\‘\1\\[\\\‘}‘\\\\i\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
R
16.20 16.40 16.60
5000 m/z 145.05 34.95%
115.0
ol 500000 | |
A R
m/z--> 20 40 60 80 100 120 140 160 180 200
T

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- T
141.0 16.20 16.40 16.60

m/z 143.05 12.36%

5000 115.0

-

30.0 630 ggp ‘

w“ﬂ‘wwﬁhm“w”‘w““\‘H‘ww“w“w“www“ AU

m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69783.D

Acqg On : 6 Dec 2021 15:01

Operator : JC/MD

Sample : M4866-01

Misc : 1.05g/10mL/100ul/5.00emL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 12.983 76.9 wug/l 12101300 4 13.675 7866390 50.0
unknown13.871 13.871 51.0 ug/l 8015190 4 13.675 7866390 50.0
Undecane 13.994 110.3 wug/l 17353600 4 13.675 7866390 50.0
Benzene, 2-ethy... 14.217 56.1 ug/l 8821140 4 13.675 7866390 50.0
1-Phenyl-1-butene 14.327 58.0 ug/l 9123690 4 13.675 7866390 50.0
Benzene, 2-ethe... 14.930 164.4 ug/l 25858300 4 13.675 7866390 50.0
Tridecane 15.702 91.1 wug/l 14330600 4 13.675 7866390 50.0
1H-Indene, 2,3-... 15.807 78.8 ug/l 12394000 4 13.675 7866390 50.0
Naphthalene, 1,... 16.550 60.9 ug/l 9585220 4 13.675 7866390 50.0
Naphthalene, 1-... 16.617 75.9 ug/l 11938800 4 13.675 7866390 50.0
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