LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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@70242.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.045 1861 1885 1904 rBV3 214620 672453 1.01% 0.147%
2 7.144 1905 1922 1942 rVB2 265377 723978 1.09% 0.158%
3 7.844 2168 2183 2202 rVB2 301081 717544 1.08% 0.157%
4  8.021 2228 2249 2257 rBV 902614 2139995 3.23% 0.468%
5 8.080 2259 2271 2290 rVV2 2175603 5766993 8.70% 1.260%
6 8.174 2292 2306 2330 rVB 708134 1845160 2.78% 0.403%
7 8.295 2331 2351 2372 rBV 896248 2078384 3.13% 0.454%
8 8.437 2385 2404 2435 rBV 1102425 2689763 4.06% 0.588%
9 8.614 2436 2470 2495 rBV 2763893 8038911 12.13% 1.757%
10 8.826 2527 2549 2573 rBV3 741597 1835340 2.77% 0.401%
11  8.965 2582 2601 2625 rBV2 3480685 7952413 12.00% 1.738%
12 9.054 2627 2634 2649 rVV2 428492 876289 1.32% 0.191%
13 9.456 2752 2784 2795 rBV3 1392567 3672803 5.54% 0.803%
14 9.510 2796 2804 2821 rVV2 792835 1543174 2.33% 0.337%
15 9.883 2928 2943 2965 rVB 2196401 4622579 6.97% 1.010%

16 10.014 2966 2992 3006 rBV2 3102783 7264871 10.96%
17 10.078 3006 3016 3046 rVB2 1421520 3795318 5.72%
18 10.215 3048 3067 3092 rBV 1392430 3270917 4.93%
19 10.368 3114 3124 3137 rVB 1441281 2534442 3.82%
20 10.441 3137 3151 3162 rBV 4988490 9348325 14.10%

NOOOR
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S

21 10.505 3162 3175 3202 rVV 9549189 18172764 27.41%
22 10.623 3204 3219 3233 rVB2 1354462 2705414 .08%
23 10.880 3297 3315 3333 rVV7 697856 2362382 .56%
24 11.151 3395 3416 3432 rBV5 550465 1633519 .46%
25 11.524 3546 3555 3581 rVB2 1423377 3248677 . 90%
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)]

S

26 11.626 3582 3593 3615 rBV 1090020 1981574  2.99% .433%
27 11.744 3622 3637 3653 rBV 5483925 9833171 14.83% 2.149%
28 11.843 3660 3674 3695 rVB 13912059 23750843 35.82% 5.190%
29 11.950 3696 3714 3740 rBV2 33164537 66296996 100.00% 14.488%
30 12.278 3819 3836 3857 rVB 16554681 29079743 43.86% 6.355%

o

31 12.578 3936 3948 3960 rBV 2540708 4415358 6.66% ©0.965%
32 12.728 3993 4004 4027 rVB 4547822 9159687 13.82% 2.002%
33 12.919 4063 4075 4086 rBV 5348877 8566343 12.92% 1.872%
34 12.980 4086 4098 4106 rBV 13871630 23862658 35.99% 5.215%
35 13.058 4119 4127 4142 rVB 8356401 13720390 20.70%  2.998%

36 13.219 4174 4187 4203 rBV 7251895 12302628 18.56% 2.688%

82N120221W.M Thu Dec 23 18:27:23 2021 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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 13.367 4228 4242 4271 rVB2 30264678 51996480 78.43% 11.363%
38 13.493 4275 4289 4301 rBV3 689343 1797288 2.71% ©.393%
39 13.557 4306 4313 4324 rVB 931028 1390510 2.10% 0.304%
40 13.675 4345 4357 4361 rVV 5762723 9400876 14.18%  2.054%

41 13.704 4363 4368 4398 rVB 8338120 14333525 21.62% 3.132%
42 13.839 4406 4418 4421 rBV 2501970 3697622 5.58% ©0.808%
43 13.871 4422 4430 4439 rVV3 6641366 10595073 15.98%  2.315%
44 13.997 4469 4477 4489 rVB3 564076 887370 1.34% ©.194%
45 14.067 4492 4503 4514 rVB 1573011 2519459 3.80% ©.551%
46 14.134 4515 4528 4530 rBV2 3602185 5051231 7.62% 1.104%
47 14.214 4548 4558 4571 rVB 5133915 7975300 12.03% 1.743%
48 14.278 4575 4582 4588 rVW 625318 998238 1.51% ©0.218%
49 14.324 4590 4599 4613 rVB3 2360353 4081876 6.16% 0.892%
50 14.458 4639 4649 4660 rVB 1050059 1631985 2.46%  ©.357%
51 14.539 4668 4679 4685 rBV 2274563 3441521 5.19% ©.752%
52 14.576 4686 4693 4703 rVV 3149841 4777874 7.21% 1.044%
53 14.619 4703 4709 4718 rVB2 961808 1263967 1.91% 0.276%
54 14.807 4769 4779 4790 rBV3 2428602 4200646 6.34% ©0.918%
55 14.927 4806 4824 4836 rBv4 3064575 7580741 11.43% 1.657%
56 14.981 4838 4844 4860 rVB2 784008 1503862 2.27% 0.329%
57 15.083 4874 4882 4898 rVB3 507280 858120 1.29% ©.188%
58 15.196 4914 4924 4951 rVB5 1244372 3447582 5.20% ©.753%
59 15.308 4955 4966 4980 rVB6 771288 1631809 2.46% 0.357%
60 15.504 5026 5039 5054 rVB 2944791 5555380 8.38% 1.214%
61 15.804 5139 5151 5170 rVB2 534194 1105575 1.67% ©.242%

62 16.614 5438 5453 5480 rVB 1481959 3408451 5.14% 0.745%

Sum of corrected areas: 457614160
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
3e+07
2.5e+07
2e+07
1.5e+07
le+07
5000000
0

Time--> 2
Abundance
3e+07
2.5e+07
2e+07
1.5e+07

le+07

5000000

: M5044-08
: 4.12g/1emL/100ulL/5.00mL/MSVOA_N/MEOH
: 14  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\

: VNO@70242.D
: 20 Dec 2021 15:54

JC/MD

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

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

TIC: VNO70242.D\data.ms

TIC: VN070242.D\data.ms

8.614 8.965 9 8% .014

.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 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 6.80

11.8

11.74

Time-->
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3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

8.080 .
rasp O RRT )| serclooss  °9%0 )|
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
TIC: VNO70242.D\data.ms
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L
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.614 50.54 ug/l 8038910 1,4-Difluorobenzene 8.965

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 2470 (8.614 min): VN070242.D\data.ms (-2436) (-) m/z 57.00 100.00%
57.0

5000 K
R e e
99.1 8.20 8.40 8.60 8.80 9.00
ol 388 770 AT 277 1742 45 5.0 31.95%
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #8678: Butane, 2,2,3,3-tetramethyl-
57.0
8.20 8.40 8.60 8.80 9.00
m/z 41.00 31.39%
ol
L L il
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8660: Pentane, 2,2,4-trimethyl-
A
R e
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 19.56%
29.0 ‘ 99.0
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #8654: Hexane, 2,2-dimethyl-
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 11.30%
5000
29.0 99.0
m/z--> 0 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80 9.00

82N120221W.M Thu Dec 23 18:27:25 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 Pentane, 2,3,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.883 29.06 ug/l 4622580 1,4-Difluorobenzene 8.965

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 74
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 56
Abundance Scan 2943 (9.883 min): VN070242.D\data.ms (-2928) (-) m/z 43.00 100.00%
43.0
71.1
5000
MUY
‘ “ 95.0 9.50 10.00
Ol 277 220.0 1471 173 2070 sy 71,10 71.40%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 P ~
9.50 10.00
m/z 70.00 51.32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8630: Heptane, 4-methyl-
43.0
P e
70.0 9.50 10.00
5000 ITI/Z 41.00 34.53%
asol Ll L e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4472: Pentane, 3-ethyl- - —
43.0 9.50 10.00
m/z 55.00 25.01%
5000 70.0
15.0 H “‘\ ‘H n 100.0
e e e e e — —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 Pentane, 2,3,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.014 45.68 ug/l 7264870  1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 81
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 59
5 Diisoamyl ether 158 C10H220 000544-01-4 59

Abundance Scan 2992 (10.014 min): VN070242.D\data.ms (-2966) (-  m/z 43.00 100.00%

71.1
5000
‘ ‘ \ 10.00 |
99.1 '
0 """"W‘H:‘mJm‘m‘w"mwl‘j‘?a?ww‘l‘?‘?uﬁ m/z 71.10  53.42%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 ~—— ‘
10.00
m/z 70.00 51.18%
ol ||| s
\‘\\\\‘\i\\‘}\\‘\‘\\W\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
T \
710 10.00
5000 ITI/Z 41.00 38.09%
50 | | | a0
R R e e ARAmammsEass S
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #8633: Heptane, 4-methyl- T ‘
43.0 10.00
20.0 m/z 57.00 35.89%
114.0
sol I Loy mee AN
m/z--> 0O 20 40 60 80 100 120 140 160 180 10.00

82N120221W.M Thu Dec 23 18:27:27 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 Heptane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.079 23.86 ug/l 3795320 1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 91
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
3 1-Hexene, 3,5,5-trimethyl- 126 C9H18 004316-65-8 43
4 2-Piperidinone 99 C5HI9NO 000675-20-7 40
5 Cyclohexanol, 4-methyl- 114 C7H140 000589-91-3 38

Abundance Scan 3016 (10.078 min): VN070242.D\data.ms (-3006) (-  m/z 43.00 100.00%

43.0 1
5000
70.0 99.1 T T 1
L)
Ol rrrrrprorleiy o 3232 1880 1942 4 ; 57,00 94.93%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8628: Heptane, 2-methyl-
43.0
5000 Tl :
10.00
700 490 m/z 41.00 57.94%
\‘\q‘\s\.‘o\‘\‘\\“‘\\\H"\\H\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
RN \
10.00
5000 m/z 42.00 44.92%
71.0 99.0
S
il
“‘,“““‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #13227: 1-Hexene, 3,5,5-trimethyl- T ‘
57.0 10.00
m/z 39.00 21.62%
5000
29.0
i1
\ L
“‘,“““‘ e ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 Heptane, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.215 20.57 ug/1 3270920 1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 90
2 Octane, 3,4-dimethyl- 142 C10H22 015869-92-8 72
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
4 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 53
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53
Abundance Scan 3067 (10.215 min): VN0O70242.D\data.ms (-3048) (-  m/z 43.00 100.00%
43.0
85.1
5000
10.00 10.50
114.1
0 "‘_H“H:w‘u_M‘_MH"Hu_le??uzm_l??-ﬁm m/z 57.00 80.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8631: Heptane, 3-methyl-
43.0
85.0
5000
10.00 10.50
m/z 85.10 64.12%
‘ ‘ 114.0
\1\5\.‘0\\\\i‘!‘\\“\“\\m\\‘!‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22089: Octane, 3,4-dimethyl-
43.0
—
10.00 10.50
5000 m/z 41.00 63.21%
85.0
L] a0 s
L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8646: Hexane, 2,4-dimethyl- T —
43.0 10.00 10.50
m/z 56.00 52.42%
85.0
5000
L T N PO VT WA A L
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.980 126.92 ug/l 23862700 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 4098 (12.980 min): VN070242.D\data.ms (-4086) (-  m/z 105.00 100.00%
1

05.0
5000

390 770 13.00
0 m‘H‘““H“;u“‘w”M‘u‘m“:“m‘u“1‘4‘1‘-9”_17‘""-‘1”?92;‘1‘ m/z 120.10  30.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
13.00
m/z 77.00 13.25%
R0 L
el - 1 I | | Ll
m/z--> 25 4b 65 86 160 1&0 1&0 1é0 1é0 260
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
AN
13.00
5000 ITI/Z 91.00 11.82%

77.0
15.0 39\'0 TR

-

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 8.94%
5000
79.0
wo ™|
SRR RRRRARRARN | e
Cocpe el e L
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\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.219 65.43 ug/l 12302600 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 4187 (13.219 min): VN070242.D\data.ms (-4174) (- m/z 105.00 100.00%

105.0
5000
39.0 77.0 13.00 13.50
0 bt M bl 1451 1731 2021 n; 106,10 29.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
13. 00 13.50
m/z 12.96%
39.0 77.0
\‘\‘\\\“\\“\\“\‘\\\““\\‘\\‘\‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13. 00 13.50
5000 m/z 12.55%
79.0
39.0 ‘ I
I | I il I
RN R R R R RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 13. 00 13.50
m/z 9.64%
5000
39.0 77.0
S T PN O Y
m/z--> 20 40 60 80 100 120 140 160 180 200 13 00 13.50

82N120221W.M Thu Dec 23 18:27:30 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 Benzene, 1,4-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.839 19.67 ug/l 3697620 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90

Abundance Scan 4418 (13.839 min): VNO70242.D\data.ms (-4406) (- m/z 105.00 100.00%

105.0
5000 134.1
740 ‘ 3.50 00
39 ‘ 156.1 13.5 14.
0 H‘_H‘,‘w‘:u“hm”wm‘l M P 1882 /119,65 89.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 13.50 14.00
m/z 134.05 44.13%
080 Ll
) [I—— |
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl-
119.0
13.50 14.00
5000 m/z 91.00 27.28%
91.0
39.0 65.0 ‘ ‘
S PO T N Y ) N N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl- - N
119.0 13.50 14.00
m/z 77.00 18.58%
5000
91.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

82N120221W.M Thu Dec 23 18:27:31 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 Benzene, 2-propenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.871 56.35 ug/1 10595100 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Indane 118 C9H1e 000496-11-7 76
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 70
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 68
Abundance Scan 4430 (13.871 min): VN070242.D\data.ms (-4422) (- m/z 117.00 100.00%
117.0
5000
Lo Jo
39.0 63.0 ‘ 13.50 14.00
Ol e gl 1451 177.22014 5 118,00 55.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
11y7.0
5000 — N
91.0 13.50 14.00
39.0 65.0 m/z 105.00 43.04%
\\\\‘\\\\“"\\“}\““i‘\\‘\H‘\\M\“‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10195: Benzene, cyclopropyl-
117.0 MU
Ly
13.50 14.00
5000 m/z 115.00 32.98%
91.0
51.0
27-°,hm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane = —
117.0 13.50 14.00
m/z 91.00 19.14%
5000
. 91.0
390 ﬁ3.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

82N120221W.M Thu Dec 23 18:27:32 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 10 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.134  26.87 ug/1 5051230 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 92
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 92
3 o-Cymene 134 C10H14 000527-84-4 91
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 90

Abundance Scan 4528 (14.134 min): VN070242.D\data.ms (-4515) (- m/z 119.10 100.00%
1

19.1
5000
66.0 91.0
39.0 ‘ 14.00 14.50
0 "wWMMu‘m”u“”"mu“:‘m‘;“lm_‘1‘5"?71‘”1‘3‘7:1‘_”‘ m/z 134.00  34.26%
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  23.40%
\]-\5\-?\ ‘\ \3\9“‘.\0\““ \?ﬁ.\o\ \‘H‘ T T “H“\ \M" TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
— P
14.00 14.50
5000 ITI/Z 65.95 22.68%
91.0
65.0
180 21 b e bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene
119.0 14.00 14.50
m/z 77.00 13.16%
5000
91.0
o seo | I
L Leu " m it | L
R a o R A RRRRARARS AL P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N120221W.M Thu Dec 23 18:27:32 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 11 o-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.214  42.42 ug/1 7975300 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 4558 (14.214 min): VN070242.D\data.ms (-4548) (- m/z 119.05 100.00%
A

119
5000
950 J 14.00 14.50
39.0 65.0 : :
Ol i ‘ b WAL 17912002y 134,05  28.94%
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 17.78%
39.0 65.0 ‘ ‘
\]-\5\.(‘)\‘\\\“‘\\““\ ‘H‘\ T \‘H‘\H\“H“\ \M[‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
P e
14.00 14.50
5000 ITI/Z 120.10 9.85%
91.0
o
L Leu m m it | L
R R RN A R R L S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50
m/z 77.00 9.68%
5000
91.0
65.0 ‘
150 et M AV
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N120221W.M Thu Dec 23 18:27:33 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70242.D

Acqg On : 20 Dec 2021 15:54

Operator JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
: 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 12 3-Phenylbut-1-ene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14324 21.71 ug/l 4081880  1,4-Dichlorobenzene-ds  13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-henylbut-1-ene 132 cle2 060934-10-1 64
2 1-Phenyl-1-butene 132 C1leH12 000824-90-8 64

000768-00-3 64
001587-04-8 62
000767-58-8 60

3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12
5 Indan, 1-methyl- 132 C1eH12

Abundance Scan 4599 (14.324 min): VN070242.D\data.ms (-4590) (- m/z 117.00 100.00%

117.0
5000
91.0
39.0 65.0 148.1 14.00 14.50
bl 2782079 py7 119.10 39.40%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000
14.00 14.50
91.0 m/z 115.60  33.10%

39.0 65-0

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

.

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

Abundance #16107: 1-Phenyl-1-butene
117.0
= =y
14.00 14.50
5000 m/z 132.05 25.56%
91.0
27.0 51.0 ‘
el

Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- — P
117.0 14.00 14.50
m/z 91.00 23.35%
5000
91.0
27.0 510 ‘ ‘
MM‘ﬂ‘ﬁw‘MHM‘wi‘m‘ww‘NL,‘H“H‘W“H“H‘ . P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N120221W.M Thu Dec 23 18:27:34 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 13 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.576  25.41 ug/1 4777870 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 4693 (14.576 min): VN070242.D\data.ms (-4686) (- m/z 119.10 100.00%

119.1
5000
91.0 L ‘
39.0 650 ‘ 156.1 14.50
O et ebo e b ML 1861 190.9216.2 s 134 05 43.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 T T
14.50
91.0 m/z 91.00 15.95%
| 4]10\64'0 l ‘ w
\\\‘\\\\‘\\w\‘\\\\“\\\\‘}\\}“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
T 7 \
14.50
5000 ITI/Z 120.10 9.85%
41 0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- o I
119.0 14.50
m/z 77.00 9.65%
0
39-0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

82N120221W.M Thu Dec 23 18:27:35 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 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 14 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.807 22.34 ug/l 4200650 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87

Abundance Scan 4779 (14.807 min): VNO70242.D\data.ms (-4769) (- m/z 117.00 100.00%

117.0 '
5000
91.0 L‘h T e
39.0 65.0 ‘ ‘ 14.50 15.00
148.1
Ol ol ol TP 18212052y 935 05 36.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 = A
91.0 14.50 15.00
51.0 m/z 115.00 28.28%
270~ ‘ ‘
\\\‘\\\\‘\\‘U\““U\\H\‘\f\\‘Hf‘\\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
— —r
14.50 15.00
5000 ITI/Z 131.05 21.22%
39.0 g50 910 ‘
“w“uh‘ﬂuﬂw‘J_"w“ﬂ‘uWM‘u“_“w“u“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene - T
117.0 14.50 15.00
m/z 91.00 19.36%
5000
91.0
39.0 650 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82N120221W.M Thu Dec 23 18:27:35 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70242.D

Acqg On : 20 Dec 2021 15:54

Operator JC/MD

Sample : M5044-08

Misc : 4.12g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 15 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.928 40.32 ug/l 7580740  1,4-Dichlorobenzene-d4 13.672
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 C10H12 000874-35-1 94
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83

Abundance Scan 4824 (14.927 min): VN070242.D\data.ms (-4806) (- m/z 117.00 100.00%

117.0
5000
91.0
51.0 ‘ 148.1 15.00
. [}
0 LTS 7319612208 /7 132,05 35.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 15.00
51.0 m/z 115.00 29.67%
270 " ‘ ‘
\\\‘\\\\’\\“1‘\“‘”\‘\\H\‘\1‘}\‘”}\\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
—r
15.00
5000 m/z 119.05 22.16%
39.0 g5 91.0 ‘
H‘_‘HMHWWMHJ_‘H‘H‘WHN‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16106: 3-Phenylbut-1-ene e
117.0 15.00
m/z 131.00 18.29%
5000
91.0
39.0 650 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70242.D

Acqg On : 20 Dec 2021 15:54

Operator : JC/MD

Sample : M5044-08

Misc : 4.12g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 14 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|
Butane, 2,2,3,3... 8.614 50.5 ug/l 8038910 2 8.965 7952410 50.0
Pentane, 2,3,4-... 9.883 29.1 ug/l 4622580 2 8.965 7952410 50.0
Pentane, 2,3,3-... 10.014 45.7 ug/l 7264870 2 8.965 7952410 50.0
Heptane, 2-methyl- 10.079 23.9 ug/l 3795320 2 8.965 7952410 50.0
Heptane, 3-methyl- 10.215 20.6 ug/l 3270920 2 8.965 7952410 50.0
Benzene, 1l-ethy... 12.980 126.9 ug/l 23862700 4 13.672 9400880 50.0
Benzene, 1l-ethy... 13.219 65.4 ug/l 12302600 4 13.672 9400880 50.0
Benzene, 1,4-di... 13.839 19.7 ug/l 3697620 4 13.672 9400880 50.0
Benzene, 2-prop... 13.871 56.4 ug/l 10595100 4 13.672 9400880 50.0
Benzene, 2-ethy... 14.134 26.9 ug/l 5051230 4 13.672 9400880 50.0
o-Cymene 14.214 42.4 ug/l 7975300 4 13.672 9400880 50.0
3-Phenylbut-1-ene 14.324 21.7 ug/l 4081880 4 13.672 9400880 50.0
Benzene, 1,2,3,... 14.576 25.4 ug/l 4777870 4 13.672 9400880 50.0
Benzene, 2-ethe... 14.807 22.3 ug/l 4200650 4 13.672 9400880 50.0
1H-Indene, 2,3-... 14.928 40.3 ug/l 7580740 4 13.672 9400880 50.0
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