LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12 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\82N011822W.M

Title : SW846 8260

Signal : TIC: VN@70855.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.019 2225 2248 2259 rBV 579530 1374060 24.43% 2.402%
2 8.083 2260 2272 2294 rVV 1200603 2779963 49.43% 4.859%
3 8.166 2298 2303 2324 rVB6 30317 66494 1.18% 0.116%
4  8.292 2331 2350 2367 rBV4 71426 167329 2.98% 0.292%
5 8.434 2383 2403 2428 rBV 662044 1526162 27.14% 2.668%
6 8.614 2438 2470 2492 rBV2 132838 403222 7.17% 0.705%
7 8.826 2535 2549 2580 rVB4 117622 263732 4.69% 0.461%
8 8.965 2580 2601 2631 rBV 1615648 3399648 60.45% 5.943%
9 9.456 2755 2784 2795 rBV3 220824 529508 9.42% 0.926%
10 9.510 2796 2804 2820 rVB4 100610 190422 3.39% 0.333%
11 9.730 2866 2886 2903 rVB6 46936 115960 2.06% 0.203%
12 9.877 2924 2941 2965 rBV5 183728 395630 7.03% 0.692%
13 10.017 2981 2993 3004 rBV4 194655 351483 6.25% 0.614%
14 10.076 3004 3015 3025 rBV2 303432 558475 9.93% 0.976%
15 10.212 3046 3066 3093 rBV2 345236 823861 14.65% 1.440%

16 10.368 3112 3124 3134 rVV2 144623 257446  4.58%
17 10.438 3134 3150 3181 rVV 2927493 5623964 100.00%
18 10.620 3203 3218 3234 rVB2 401048 808681 14.38%
19 10.781 3268 3278 3294 rVB3 124885 235672  4.19%
20 10.872 3296 3312 3335 rBV3 130553 408155 7.26%
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21 10.961 3336 3345 3357 rVB2 108362 185098 3
22 11.049 3358 3378 3392 rBvV2 215214 417463 7
23 11.151 3394 3416 3433 rBV 190475 501076  8.91%
24 11.221 3433 3442 3449 rBv4 73121 121820 2
25 11.291 3461 3468 3477 rVB2 162234 221111 3
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26 11.344 3478 3488 3500 rVB2 282322 466021  8.29%
27 11.451 3517 3528 3537 rBV6 219719 369929 6.58%
28 11.524 3538 3555 3580 rVB4 633368 1642887 29.21%
29 11.626 3580 3593 3616 rBV 588162 1048509 18.64%
30 11.741 3621 3636 3656 rBV 2260016 4113411 73.14%
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31 11.843 3663 3674 3693 rVB 692804 1211751 21.55%
32 11.923 3695 3704 3705 rBV4 105660 115199  2.05%
33 12.090 3755 3766 3772 rBV6 44278 86527  1.54%
34 12.251 3813 3826 3840 rBV5 357211 762904 13.57%
35 12.363 3860 3868 3880 rVB 451035 721793 12.83%
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36 12.452 3882 3901 3905 rBV7 319795 643148 11.44% 1.124%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12 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\82N011822W.M
Title : SW846 8260
37 12.728 3993 4004 4014 rBV 1565339 2582302 45.92% 4.514%
38 12.916 4060 4074 4086 rVB 662354 1349556 24.00%  2.359%
39 13.055 4104 4126 4138 rBV2 1067663 2262778 40.23% 3.955%
40 13.216 4170 4186 4193 rBv2 273221 726179 12.91% 1.269%
41 13.281 4203 4210 4227 rVB2 577073 896130 15.93% 1.566%
42 13.366 4230 4242 4253 rBV 1445438 2337864 41.57% 4.087%
43 13.602 4324 4330 4337 rBV2 288888 342959 6.10% 0.600%
44 13.672 4346 4356 4376 rVB2 1925130 3841031 68.30% 6.714%
45 13.836 4408 4417 4423 rBV 380252 577539 10.27% 1.010%
46 13.871 4425 4430 4436 rVV2 471220 679869 12.09% 1.188%
47 13.908 4438 4444 4465 rVB5 874988 1811151 32.20% 3.166%
48 13.997 4467 4477 4486 rBV4 511002 858365 15.26% 1.500%
49 14.214 4548 4558 4569 rBV 1225488 1862581 33.12% 3.256%
50 14.324 4588 4599 4610 rVB3 616139 1039572 18.48% 1.817%
51 14.619 4702 4709 4717 rVB2 378569 456463 8.12% 0.798%

52 14.807 4771 4779 4789 rBV3 341798 575462 10.23% 1.006%
53 14.922 4808 4822 4834 rBV3 870768 2098732 37.32% 3.669%

Sum of corrected areas: 57207047
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library
TIC Integra

Abundance

2500000

2000000

1500000

1000000

500000

: N1337-01 1eX
: 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 12 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@e13122\

: VN@70855.D
: 31 Jan 2022 16:34

JC/MD

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11822W.M
: SW846 8260

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

TIC: VNO70855.D\data.ms

0
Time--> 2
Abundance

2500000
2000000
1500000
1000000

500000

TIC: VNO70855.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 Heptane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.212  12.12 ug/1 823861 1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
3 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 53
5 Pentanoic acid, butyl ester 158 C9H1802 000591-68-4 47

Abundance Scan 3066 (10.212 min): VN0O70855.D\data.ms (-3046) (-  m/z 43.00 100.00%

2 . .
43.0 57.0
5000
i ==
“ ‘ 99,0 114.1 10.00 10.50 .
0“““,“,“ m/z 57.00 82.91%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0
5000 I B
10.00 10.50
29.0 m/z 85.10 62.88%
\H‘HH‘HH[HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
57.0
85.0 10.00 10.50
5000 ITI/Z 41.00 60.47%
29.0 71.0
ol... 150 \‘ el ‘\‘ |, 99.0 114.0
“““,“‘,“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14605: Pentane, 3-ethyl-2,4-dimethyl- = ——
43.0 10.00 10.50
m/z 56.00 56.01%
5000 85.0
57.0
27.0
0h230 |1 |l g 7RO 99.0 113.0128.0
e  Raa e e e  Raad L = —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 Octane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.620 9.83 ug/l 808681 Chlorobenzene-d5 11.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 87
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 68
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 50
5 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 47

Abundance Scan 3218 (10.620 min): VN0O70855.D\data.ms (-3203) (-  m/z 43.00 100.00%
3.0

5000 57.0 85.1
711
7o P
‘ ‘ ‘ 1141 10.50 11.00
0‘H‘HH,HHM‘HylHMMmMHWHHuNM‘_M\‘Hwihwu‘wu“ m/z 41.00 58.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8620: Octane
43.0
5000 e —r
290 57.0 10.50 11.00
: 71.0 880 m/z 85.10 43.49%
114.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8637: Hexane, 2,4-dimethyl-
430 o W\
e P
10.50 11.00
85.0 o
5000 ITI/Z 57 .00 42.40%
29.0
71.0
0 15'0 “ M\ \‘ | \H ‘\ 99.0 1140
cep e e e e ST
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14555: Heptane, 2,4-dimethyl- o ——
43.0 10.50 11.00
m/z 55.00 30.85%
5000
85.0
27.0 57.0 710
0 ‘\‘ Il H‘ “‘ ‘ + 99'0 113'0 128'0
e e e e e e e — —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 Octane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.524 19.97 ug/1 1642890 Chlorobenzene-d5 11.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 59
3 Octane 114 C8H18 000111-65-9 59
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 58
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 53

Abundance Scan 3555 (11.524 min): VN0O70855.D\data.ms (-3538) (-  m/z 43.00 100.00%

%

5000
57.0 711
85.1
11.50
‘ H 113.1128.2 o
0 w‘HW“‘W_MWHM‘Ww_‘g?ﬁwH_WHW_ m/z 57.00 42.63%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #14530: Octane, 2-methyl-
43.0
5000 510 ValRS :
11.50
71.0 9
29.0 85.0 m/z 41.00 40.23%
113.
\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance  #90428: Dichloroacetic acid, 4-methylpentyl ester
43.0
R \
11.50
5000 71.0 ITI/Z 71.10 36.86%
85.0
N PP
“mwm‘wwwm‘m‘w_m‘wwwm‘www
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #8621: Octane . ‘

43.0 11.50
m/z 85.10  28.08%

5000

29.0 57.0 85.0
114.0

S AN ————
miz--> 20 30 40 50 60 70 80 90 100110120130140150 11.50

.
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 4 Octane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.626 12.74 ug/1 1048510 Chlorobenzene-d5 11.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 87
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80
3 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 64
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 52

Abundance Scan 3593 (11.626 min): VN070855.D\data.ms (-3580) (- m/z 57.00 100.00%
57.0

5000
41.0
L -
‘ ‘ 98.0 a1 11.50 12.00
bl o 128w 41,00 31.89%
m/z--> 20 40 60 80 100 120 140
Abundance #14528: Octane, 3-methyl-
57.0
5000 — —
11.50 12.00
410 m/z 43.00 28.05%
98.0
O \].\5\.0‘\‘\‘\\““\\\‘\“\\“‘\\‘\\\\“[\\\\‘1\2\8.\0\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #14561: Heptane, 2,5-dimethyl-
57.0
P -
11.50 12.00
5000 ITI/Z 56.00 22.51%
41,0
99.0
ol—230 I 4830 | 1280
miz--> 20 40 60 80 100 120 140
Abundance #127949: Oxalic acid, isobutyl heptyl ester P —
57.0 11.50 12.00
m/z 98.05 15.14%
5000
41.0
SIS O ) L
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.216 9.45 ug/l 726179 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 4186 (13.216 min): VN0O70855.D\data.ms (-4170) (-  m/z 104.95 100.00%
10E

05.0
5000
39.0 57.0 77‘0 ‘ 1211 1411 13.00 13.50
oLt b M T 1411 m/z 120.00  29.40%
m/z--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000
13.00 13.50
77.0 m/z 77.00 11.43%
270 SO ) 12‘1-0
O\\\‘\‘\‘\\‘\\‘V\“\\\‘\‘\\w\“\\\‘\“‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0
T —
13.00 13.50
5000 ITI/Z 90.95 11.35%
77.0 121.0
o220 5% L ) we
m/z--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0 13.00 13.50
m/z 79.00 9.33%
5000
39.0 ggq /70 121.0
) S N st BN TN S| s - o
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 Nonane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.281 11.67 ug/1l 896130 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 80
2 Decane, 4-methyl- 156 C11H24 002847-72-5 74
3 Octane, 3,3-dimethyl- 142 C1leH22 004110-44-5 72
4 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64

Abundance Scan 4210 (13.281 min): VN070855.D\data.ms (-4203) (- m/z 71.00 100.00%

43.0 71.0
5000
o0 1350
96.0 : .
N J‘Hu All L 980 A 18691562 . 43,00  98.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0
5000 - ——
13.00 13.50
m/z 57.00 80.74%
113.0
O T \2‘4\.-Q\ T \H“ T \“} T ‘ }B\l\(\)‘ T H\ ‘ T \1\4‘1\.0\\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0 = —
13.00 13.50
5000 m/z 41.00 45.99%
112.0
0 H“Z‘B‘bJ“m‘!‘_m‘w‘m_‘1“_”‘_‘1‘5"6"‘9
m/z--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl- — —
71.0 13.00 13.50
m/z 70.00 41.32%
5000 43.0
‘ 113.0
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 Naphthalene, decahydro-, tr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.997 11.17 ug/1 858365 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 76
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 70
5 4-Isopropenylcyclohexanone 138 C9H140 022460-53-3 58

Abundance Scan 4477 (13.997 min): VN070855.D\data.ms (-4467) (- m/z 55.00 100.00%
55.0

5000 W\/
——
14.00
0 1662 2072 nyz a1.00  99.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19461: Naphthalene, decahydro-, trans-
67.0
138.0
41.0 96.0
5000 T
14.00
m/z 67.00 86.17%
015-0 ‘\\h\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0 T
41.0 14.00
5000 ' m/z 69.08  66.87%
ouw‘l‘m;huuw H}m“H“H_H“_m_m_m_m /M/\NJ\\/\/\/\N\/
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19395: Spiro[4.5]decane T
67.0 96.0 14.00
138.0 m/z 105.00 65.78%
5000 41.0
0! ‘w“H“wum‘_ww_ww
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\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.214  24.25 ug/1 1862580 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 4558 (14.214 min): VN070855.D\data.ms (-4548) (- m/z 119.10 100.00%

119.1
5000
910 ‘ 14.00 14.50
39.0 65.0 : :
Ol bbb el ) 14801663y 134 95 27.97%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00 18.12%
mo w50 |
0 \H.‘\‘\H“‘H“\‘\“i‘\\\u‘\H\“H‘H{l\\\‘\‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
—— —
14.00 14.50
5000 ITI/Z 120.05 9.84%
91.0
N EL i N B R
m/z--> 20 40 60 80 100 120 140 160 JJ&pﬂN&
Abundance #16995: p-Cymene et e
119.0 14.00 14.50
m/z 105.00 9.64%
5000
91.0
41.0 65.0 ‘
0\\\‘H\\\“‘\\‘\\‘H‘\H““\mu“i‘u‘”u\H‘HH‘HH P =
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 1-Phenyl-1-butene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.324  13.53 ug/1 1039570  1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
2 Indan, 1-methyl- 132 C10H12 000767-58-8 64
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 64
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 64
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 60

Abundance Scan 4599 (14.324 min): VN070855.D\data.ms (-4588) (-  m/z 117.00 100.00%

117.0
5000
91'0 ‘ T T ‘ T
51.0 ‘ ‘ ‘143_1 14.00 14.50
Ol Mo 0T 2070 s 119,05 48.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
5000
14.00 14.50
91.0 o
m/z 115.00 36.02%
a0 0
O‘\‘\‘H“\\‘1”\“HH”{“\M\‘HU‘\\\‘\‘”\‘\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
. e
14.00 14.50
5000 m/z 132.05 25.84%
300 650 °+0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene T =y
117.0 14.00 14.50
m/z 91.00 23.70%
5000
91.0
390 g5 ‘ ‘
0‘\‘\H“\\“1‘\“1‘”1““H‘i\‘“1‘\\H‘m“h‘HH,HH‘HH‘HH = T
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\VN©13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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 2,4-Dimethylstyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.922  27.32 ug/1 2098730 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 86
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 86
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 83
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 64

Abundance Scan 4822 (14.922 min): VN070855.D\data.ms (-4808) (-  m/z 117.00 100.00%

11y.0
5000
91.0
39.0 65.0 ‘ 15.00
S 1 N M “ HHl‘M‘Sl‘ 2802 2070 n/z 119.16  61.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 L
15.00
91.0 m/z 132.00  33.93%
700 |
O \\\‘\‘\\\‘\\‘}H\‘H\\\“\\w\‘HU‘\\\’\‘”V‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
15.00
5000 ITI/Z 115.00 32.22%
0! A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- —
117.0 15.00
m/z 91.00 25.29%
5000
91.0
51.0
270 ‘
0 ‘H‘“‘W‘Jﬂuwkﬂu_“‘Nm‘J,HWV“H““H“‘H““‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13122\
Data File : VN@70855.D

Acqg On : 31 Jan 2022 16:34

Operator : JC/MD

Sample : N1337-01 10X

Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11822W.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|
Heptane, 3-methyl- 10.212 12.1 ug/l 823861 2 8.965 3399650 50.0
Octane 10.620 9.8 ug/l 808681 3 11.741 4113410 50.0
Octane, 2-methyl- 11.524 20.0 ug/l 1642890 3 11.741 4113410 50.0
Octane, 3-methyl- 11.626 12.7 ug/l 1048510 3 11.741 4113410 50.0
Benzene, 1l-ethy... 13.216 9.4 ug/l 726179 4 13.672 3841030 50.0
Nonane, 2,6-dim... 13.281 11.7 ug/l 896130 4 13.672 3841030 50.0
Naphthalene, de... 13.997 11.2 wug/l 858365 4 13.672 3841030 50.0
Benzene, 4-ethy... 14.214 24.3 ug/l 1862580 4 13.672 3841030 50.0
1-Phenyl-1-butene 14.324 13.5 ug/l 1039570 4 13.672 3841030 50.0
2,4-Dimethylsty... 14.922 27.3 ug/l 2098730 4 13.672 3841030 50.0
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