LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69781.D

Acqg On : 6 Dec 2021 14:10

Operator : JC/MD

Sample : M4866-01 10X

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

ALS vial : 6 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@69781.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.236 81 92 105 rBv4 56572 117734 1.38% 0.166%
2 2.783 271 296 298 rBV5S 60507 162874 1.91% 0.230%
3 8.021 2223 2249 2260 rBV2 948772 2309517 27.12% 3.256%
4 8.086 2261 2273 2299 rVB 1765206 4057998 47.65% 5.722%
5 8.437 2382 2404 2429 rBV 1160339 2697060 31.67% 3.803%

6 8.968 2581 2602 2649 rBV 2835504 5875884 69.00%  8.285%
7 9.459 2760 2785 2797 rBV5 53812 132132 1.55% ©.186%
8 10.443 3133 3152 3167 rBV 4581209 8515557 100.00% 12.007%
9 10.505 3168 3175 3189 rVB2 191155 346463 4.07%  0.489%
10 10.623 3206 3219 3235 rVB3 102690 208351  2.45%  0.294%

11 10.877 3299 3314 3332 rBVS8 38284 87142 1.02% ©0.123%
12 11.293 3452 3469 3479 rVV2 47875 91519 1.07% 0.129%
13 11.344 3480 3488 3502 rVB4 50219 91716 1.08% 0.129%
14 11.529 3540 3557 3582 rVB7 117213 315844  3.71%  ©.445%
15 11.628 3582 3594 3605 rBV2 110000 177976 2.09% ©0.251%

16 11.746 3620 3638 3662 rBV 4673976 8412730 98.79% 11.
17 11.846 3664 3675 3686 rVV 160675 262649 3.08%
18 11.953 3696 3715 3737 rBV3 972885 1996337 23.44%
19 12.280 3812 3837 3854 rBV3 394649 986286 11.58%
20 12.369 3862 3870 3881 rVB3 100301 147913 1.74%

Or NO R
(o]
iy
U1
S

21 12.454 3893 3902 3906 rBV6 65644 95574  1.12%
22 12.578 3940 3948 3956 rBV4 66758 114602 1.35%
23 12.733 3993 4006 4029 rVB 3682421 6577482 77.24%
24 12.918 4061 4075 4086 rVB 195003 386800  4.54%
25 12.983 4086 4099 4107 rBV 648934 1120690 13.16%

PoOLVLO®
N
~
N
3R

26 13.050 4115 4124 4139 rVB2 1314223 2348405 27.58%
27 13.222 4173 4188 4202 rBV 270966 619927  7.28%
28 13.286 4204 4212 4228 rVB6 233350 395467  4.64%
29 13.369 4230 4243 4255 rBV 1259059 2053643 24.12%
30 13.562 4305 4315 4324 rBV7 243333 391872 4.60%

ONOOW
Ul
Ul
o]
R

31 13.608 4325 4332 4339 rBv4 158271 208982 2.45%
32 13.675 4345 4357 4377 rVB2 3964696 7195065 84.49% 10.145%

[
N
o]
Ul
R

33 13.871 4422 4430 4438 rBV2 408400 622812 7.31% ©0.878%
34 13.994 4466 4476 4488 rBV3 1295522 2001812 23.51% 2.823%
35 14.133 4521 4528 4532 rBV 198749 255711 3.00% ©.361%

36 14.217 4550 4559 4569 rVB2 451756 664889 7.81% ©.938%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69781.D

Acqg On : 6 Dec 2021 14:10

Operator : JC/MD

Sample : M4866-01 10X

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

ALS vial : 6 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 14.327 4589 4600 4612 rVB2 434295 708322 8.32% 0.999%
38 14.509 4662 4668 4676 rVB7 238296 275714  3.24%  0.389%
39 14.579 4689 4694 4702 rVB2 360120 447201 5.25% 0.631%
40 14.622 4703 4710 4718 rVV3 312435 397045 4.66% 0.560%
41 14.667 4719 4727 4740 rVB4 257232 439991 5.17% 0.620%
42 14.812 4772 4781 4785 rBV2 354307 503777 5.92% 0.710%
43 14.847 4788 4794 4808 rVB4 889524 1363923 16.02% 1.923%
44 14.927 4810 4824 4836 rBV5 766929 1869142 21.95% 2.636%
45 15.088 4877 4884 4897 rVB 298835 506867 5.95% 0.715%
46 15.195 4916 4924 4934 rBV5 293740 437901 5.14% 0.617%
47 15.469 5019 5026 5031 rBV7 160636 230376  2.71% 0.325%
48 15.617 5074 5081 5090 rBV7 193947 287419 3.38% 0.405%
49 15.702 5107 5113 5134 rVB3 553415 1031401 12.11% 1.454%
50 16.617 5446 5454 5468 rVB4 210912 374779 4.40% 0.528%

Sum of corrected areas: 70921273
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M4866-01 10X
: 1.05g/1emL/100ulL/5.00mL/MSVOA_N/MEOH
. 6

LSC Report - Integrated Chromatogram

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

: VN@69781.D

6 Dec 2021 14:10
JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69781.D

Acqg On : 6 Dec 2021 14:10

Operator : JC/MD

Sample : M4866-01 10X

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

ALS vial : 6 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 4
R.T. EstConc Area Relative to ISTD R.T.
12.983 7.79 ug/1 1120690 1,4-Dichlorobenzene-d4 13.678
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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 4099 (12.983 min): VN069781.D\data.ms (-4086) (-  m/z 105.00 100.00%

105.0
5000
39.0 77.0 13.00
0 "w‘H‘Muuhwh““‘w‘: el 1400 2069 /7 120.00  29.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /J\\/\ ‘j\‘
13.00
m/z 77.00 13.03%
77.0
O\:L\S\.‘O\‘HS\Q“.\O\‘\\“\‘H\M‘\\‘1\‘H‘H‘\H“HH‘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
s
13.00
5000 ITI/Z 91.00 11.88%
77.0
39.0
olt80 e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10726: Benzene, 1-ethyl-4-methyl- —
105.0 13.00
m/z 79.00 8.83%
5000
77.0
70 30 |
O b et rrtberplrdh et i 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@69781.D

Acqg On : 6 Dec 2021 14:10

Operator : JC/MD

Sample : M4866-01 10X

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

ALS vial : 6 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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.994  13.91 ug/1 2001810 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 72
3 Tridecane 184 C13H28 000629-50-5 64
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 59
Abundance Scan 4476 (13.994 min): VN069781.D\data.ms (-4466) (- m/z 57.00 100.00%
57.0
5000
85.0
=
JL ‘ 150 206.9 e
bt il L2069 m/z 43.00  95.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33077: Undecane
57.0
5000 =T
85.0 14.00
29.0 ’ m/z 41.00 64.42%
L] ‘ 1130 156.0
O\H‘HH“‘\H“HH\‘\‘\HH‘H”\‘\‘H\‘\H}‘HH‘H\\‘HH‘HH‘HH‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #263801: Oxalic acid, allyl hexadecyl ester
41.0
—
14.00
5000 m/z 71.05 47 .46%
71.0
111.0
bbbk b A300 269
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59025: Tridecane =
57.0 14.00
m/z 55.00 31.42%
5000
29.0 85.0
Obrerplh i d b 1301420 1840 i
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69781.D

Acqg On : 6 Dec 2021 14:10

Operator : JC/MD

Sample : M4866-01 10X

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

ALS vial : 6 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 unknownl4.847 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.847 9.48 ug/l 1363920 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 49
2 Dodecane 170 C12H26 000112-40-3 49
3 Tetradecane 198 C14H30 000629-59-4 49
4 Undecane 156 C11H24 001120-21-4 47
5 Hexadecane 226 C16H34 000544-76-3 43

Abundance Scan 4794 (14.847 min): VN069781.D\data.ms (-4788) (- m/z 57.00 100.00%

57.0 ' '
119.1
5000
85.0
— —
1481170 2 14.50 15.00
o"wH‘M:mHu‘u‘“w‘H‘_H‘_m_lwmwﬁ(?‘?? m/z 43.00 93.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
5000 — e
14.50 15.00
29.0 85.0 m/z 71.00 57.21%
0 “ L “‘ 113.0 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0
— —
14.50 15.00
5000 m/z 41.00 53.28%
85.0
29.0
| ‘ I 1130 4419 1700
0 H“‘H“‘H“HM“H‘J_‘e‘_“‘_“w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane “ —
57.0 14.50 15.00
m/z 119.10 52.27%
5000
85.0
290
0“30141016901980 L nJUin,
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69781.D

Acqg On : 6 Dec 2021 14:10

Operator : JC/MD

Sample : M4866-01 10X

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

ALS vial : 6 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 4 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.927 12.99 ug/l 1869140 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 87
4 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 76

Abundance Scan 4824 (14.927 min): VN069781.D\data.ms (-4810) (-  m/z 117.00 100.00%

117.0 ' '
5000
91.0 ey
39.0 649 ‘ ‘ 15.00
S N Y T w\““‘l‘f‘?“l_‘l“7??‘“29‘9“1 m/z 132.00  34.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 1
15.00
m/z 119.05 32.59%
39.0 g5g 91.0 ‘ ‘
O\\\‘\‘\\\“\\“”\“U\\\“\\\\“\‘\\!‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
—
15.00
5000 m/z 115.00 31.80%
91.0
51.0
I T 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- ™
117.0 15.00
m/z 91.00 22.33%
5000
91.0
270 51.0
o‘H_H“_“w‘p‘l“uw“mp‘:‘”!‘WU‘Mw_m_m_m —
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@69781.D

Acqg On : 6 Dec 2021 14:10

Operator : JC/MD

Sample : M4866-01 10X

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

ALS vial : 6 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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.702 7.17 ug/1 1031400 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 60
2 Tetradecane 198 C14H30 000629-59-4 38
3 Octane, 2,4,6-trimethyl- 156 C1l1H24 062016-37-9 38
4 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 35
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 35

Abundance Scan 5113 (15.702 min): VN069781.D\data.ms (-5107) (- m/z 57.00 100.00%
57.0

5000
85.0 119.0
— —
‘ ‘ ‘ ‘ 1450 179.9 007, 15.50 16.00
bbb b e L L2070 s 00 01.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
5000 1550  16.00
29.0 85.0 . -
m/z 71.00 57.80%
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
—— —
15.50 16.00
5000 m/z 41.00 56.51%
85.0
29.0
“ I R R RIS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33101: Octane, 2,4,6-trimethyl- — —
57.0 15.50 16.00
m/z 85.00 34.98%
5000
85.0
29.0 ‘ ‘ ‘
Obrrrderbe Ay 1270 1860 Mo A,
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120621\
Data File : VN@69781.D

Acqg On : 6 Dec 2021 14:10

Operator : JC/MD

Sample : M4866-01 10X

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

ALS vial : 6 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 7.8 ug/l 1120690 4 13.678 7195070 50.0
Undecane 13.994 13.9 ug/l 2001810 4 13.678 7195070 50.0
unknown14.847 14.847 9.5 ug/l 1363920 4 13.678 7195070 50.0
1H-Indene, 2,3-... 14.927 13.0 ug/l 1869140 4 13.678 7195070 50.0
Tridecane 15.702 7.2 ug/l 1031400 4 13.678 7195070 50.0
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