LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VNO©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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: VNO70008.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.995 369 375 389 rVB 153255 229095 1.22% 0.088%
2 3.392 508 523 547 rVB2 130614 327038 1.75% 0.126%
3 5.018 1102 1129 1130 rBV 118083 270044 1.44% 0.104%
4 5.082 1138 1153 1185 rVB4 429599 1454257 7.77% ©.558%
5 5.565 1305 1333 1371 rVB3 309591 1103069 5.90% 0.423%
6 6.080 1495 1525 1554 rBV3 363442 1145634 6.12% 0.440%
7 6.434 1645 1657 1685 rVB2 108451 325998 1.74% 0.125%
8 6.876 1797 1822 1842 rBV6 119060 387826 2.07% 0.149%
9 7.021 1849 1876 1895 rBV3 237788 726252 3.88% 0.279%
10 7.126 1896 1915 1935 rVV3 310783 884048 4.72%  0.339%
11 7.831 2164 2178 2196 rVB4 153703 381997 2.04% 0.147%
12 8.024 2223 2250 2252 rBV3 994133 1908818 10.20% 0.733%
13 8.163 2289 2302 2326 rVB3 748768 1943439 10.39% 0.746%
14  8.287 2328 2348 2368 rBV 1294720 2987410 15.97% 1.147%
15 8.434 2384 2403 2432 rBV 1094224 2693115 14.39% 1.034%
16 8.609 2432 2468 2491 rVV 2826725 8562209 45.76% 3.287%
17 8.697 2494 2501 2524 rVB4 270045 671707 3.59% 0.258%
18 8.818 2525 2546 2577 rVB2 1199652 2833818 15.15% 1.088%
19 8.963 2579 2600 2629 rBV2 3168536 7634198 40.80% 2.931%
20 9.121 2647 2659 2672 rVB2 197504 377727 2.02% 0.145%
21  9.196 2673 2687 2695 rBV3 150947 328986 1.76% 0.126%
22 9.453 2749 2783 2794 rBV2 1858810 4777413 25.53% 1.834%
23 9.507 2795 2803 2819 rVV 922665 1770008 9.46% 0.679%
24  9.588 2819 2833 2841 rVVW 222717 474063 2.53% 0.182%
25 9.633 2842 2850 2864 rVV2 315058 587684 3.14% 0.226%
26 9.730 2865 2886 2902 rVV5 317282 823380  4.40% 316%
27 9.880 2926 2942 2964 rBV 2391942 5052038 27.00% 939%
28 9.974 2965 2977 2978 rBV2 535194 676323  3.61%

29 10.014 2980 2992 3005 rVB 2887491 5480283 29.29%
30 10.076 3005 3015 3024 rBV 1541327 2665247 14.24%

PNORLRO
N
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[
R

31 10.215 3046 3067 3092 rBV2 1901797 4555001 24.34%
32 10.317 3094 3105 3111 rBV6 214238 385863 2.06%
33 10.368 3112 3124 3136 rVB2 1399580 2515355 13.44%
34 10.440 3136 3151 3166 rBV 4734640 9321923 49.82%
35 10.623 3204 3219 3233 rVB2 2245756 4447015 23.77%
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36 10.682 3233 3241 3251 rVB3 337728 502889 2.69% ©.193%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VNO©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 10.784 3269 3279 3284 rBV4 276569 462417 2.47% 0.178%
38 10.864 3296 3309 3334 rVB8 858311 2639977 14.11% 1.013%
39 10.963 3336 3346 3359 rVB3 461145 871561 4.66% 0.335%
40 11.052 3360 3379 3391 rBV3 505645 1088187 5.82% 0.418%
41 11.154 3392 3417 3433 rBV3 794815 2297355 12.28% 0.882%
42 11.218 3435 3441 3446 rBV7 167896 219938 1.18% 0.084%
43 11.454 3521 3529 3538 rBV3 444519 664708 3.55% 0.255%
44 11.527 3545 3556 3582 rVB3 2210808 5066354 27.08%  1.945%
45 11.629 3582 3594 3616 rBV 1720771 3106622 16.60% 1.193%
46 11.747 3624 3638 3654 rBV 4744386 8434714 45.08%  3.238%
47 11.846 3664 3675 3694 rVB 4098636 7000055 37.41% 2.687%
48 11.953 3698 3715 3739 rVB2 8615366 18089537 96.68% 6.944%
49 12.283 3817 3838 3855 rBV 2627703 5812299 31.06% 2.231%
50 12.581 3939 3949 3959 rBV 1431976 2546503 13.61% ©0.978%
51 12.734 3997 4006 4015 rVB 3005804 4590843 24.54% 1.762%
52 12.921 4065 4076 4087 rVB 2983326 4598634 24.58% 1.765%
53 12.983 4088 4099 4107 rBV 4809359 8103168 43.31% 3.111%
54 13.058 4119 4127 4142 rVB2 4766864 8618919 46.07% 3.309%
55 13.222 4176 4188 4204 rBV 3006271 5290426 28.28% 2.031%

56 13.369 4230 4243 4256 rVB 11699655 18710336 100.00%  7.183%

57 13.608 4326 4332 4339 rBV2 410766 542928 2.90%  ©0.208%
58 13.675 4347 4357 4364 rBV 4885469 8221462 43.94%  3.156%
59 13.839 4408 4418 4423 rBV 1794797 2762667 14.77% 1.061%
60 13.873 4424 4431 4439 rVV3 2682690 4182816 22.36% 1.606%
61 13.997 4467 4477 4489 rBv4 1578676 2433096 13.00% 0.934%
62 14.069 4496 4504 4516 rVB 1301555 1988708 10.63% 0.763%
63 14.134 4518 4528 4533 rBV 1562782 2507508 13.40% 0.963%
64 14.217 4548 4559 4572 rVB 5367033 8178282 43.71%  3.140%
65 14.327 4590 4600 4613 rVB4 2197764 3716177 19.86% 1.427%
66 14.461 4642 4650 4660 rBV3 695513 1141412 6.10% 0.438%
67 14.541 4672 4680 4688 rBV 2294407 3290646 17.59% 1.263%
68 14.579 4689 4694 4703 rVB 2028498 2571699 13.74% ©.987%
69 14.622 4703 4710 4719 rVB2 1164754 1476349 7.89% 0.567%
70 14.764 4757 4763 4770 rVB 512406 621915 3.32% 0.239%
71 14.812 4771 4781 4789 rBV 1856849 3200966 17.11% 1.229%
72 14.927 4808 4824 4837 rBV4 3325050 8456217 45.20%  3.246%
73 15.196 4915 4924 4953 rVB5 1756684 4344913 23.22% 1.668%
74 15.314 4956 4968 4983 rVB3 1247214 2747949 14.69%  1.055%
75 15.507 5031 5040 5053 rVB 1874639 3248222 17.36% 1.247%

76 15.807 5142 5152 5170 rVB 765826 1556396 8.32% 0.597%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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
77 16.620 5442 5455 5489 rVB 1598205 3876485 20.72% 1.488%

Sum of corrected areas: 260490536
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integra

Abundance
1.2e+07

le+07
8000000
6000000
4000000
2000000
0
2

Time-->
Abundance

1.2e+07
le+07
8000000
6000000
4000000

2000000

: M4873-11
: 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH
. 10

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\

: VNO@70008.D
: 11 Dec 2021 15:10

JC/MD

Sample Multiplier: 1

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

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

TIC: VNO70008.D\data.ms

2.995 5.565 6.080

3.392 6.434 6.87

.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
TIC: VNO70008.D\data.ms

10.440

11.747
11.8

8.609 8.963

8.818
7.02126

0
Time-->
Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

Time-->

82N120221W.M

8.28
& 4.434
7.831

800

[ — — T
7.00 7.50 9 00 9.50 10.50

TIC: VNO70008.D\data.ms

10.00

13.869

1.953
13.675 14.217

12.734

12138358
12.92
12.283
12. 581

T ‘ T
13.00

14.541 14.927

13.873
4 327 14 57914 812

3833 622
13.608 ‘
/N

l4.50

15. 196 15.507
314
15. 807

16 00

16.620

T ‘ T T ‘ T T ‘ T T ‘ T ‘ T
12.00 12.50 13.50 14.00 15.00 15 50 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Pentane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.082 38.09 ug/l 1454260  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane 72 C5H12 000109-66-0 37
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28
4 C2H5C(CH3)2COCH3 114 C7H140 020669-04-9 25
5 Pentane, 2-nitro- 117 C5H11NO2 004609-89-6 25

Abundance Scan 1153 (5.082 min): VN070008.D\data.ms (-1138) (-) m/z 43.00 100.00%
3.0

- 9P /\v//\k,\gf
N RREE  EARRamm
‘ 57‘-0 66.0 4.80 5.00 5.20 5.40
el R m/z 42.00 49.87%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2044: Pentane, 2-methyl-
43.0
5000 UL L L B I B I I LA
270 71.0 4.80 5.00 5.20 5.40
m/z 41.00 43.89%
‘ ‘ 570 86.0
\H’;H\‘H‘H‘\\}}‘HHi\}\\‘HH‘\‘\H\}HH‘\\}.\‘HH‘HH‘\H\‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #809: Pentane
43.0
R ARERE e ARARRS
4.80 5.00 5.20 5.40
5000 m/z 71.00 38.74%
27.0 57.0 720
\u,\u\‘uu‘\m‘l“um‘i\M\‘m‘l‘\‘\u\‘!\u‘\m‘\m‘\m‘\m‘u
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8639: Hexane, 2,3-dimethyl- R A RARNEEEREE
43.0 4.80 5.00 5.20 5.40
m/z 39.00 23.67%
5000 700
27.0
T 85.0 99.0 114.0
el D e TR T S R R S RARR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 4.80 5.00 5.20 5.40

82N120221W.M Fri Dec 31 06:16:39 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.565 28.89 ug/l 1103070  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 83
3 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 78
4 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 42

Abundance Scan 1333 (5.565 min): VN070008.D\data.ms (-1305) (-) m/z 57.00 100.00%
57.0

5000
A R RERE
86.1 5.20 5.40 5.60 5.80
el 02071 L/ 5600 88.01%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2049: Pentane, 3-methyl-
57.0
29.0
5000 L L L B B L LR I

5.20 5.40 5.60 5.80
‘ m/z 41.00 75.06%
L ‘ J

10 860
\‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0

5.20 5.40 5.60 5.80

5000 m/z 43.00 26.76%
29.0
‘_Hw‘\‘\H\N‘H”\‘,‘“\\“8‘5“9“‘1‘1‘%9Mw_ww_m
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8659: Pentane, 2,2,3-trimethyl- T
57.0 5.20 5.40 5.60 5.80

m/z 39.00 23.01%

5000
i Y j\_
\ ) |

m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 n-Hexane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.080 30.01 ug/l 1145630  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 91
3 3-Buten-1-o0l, 3-methyl- 86 C5H100 000763-32-6 47
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 38

Abundance Scan 1525 (6.080 min): VN070008.D\data.ms (-1495) (-) m/z 57.00 100.00%

410 570
5000 \
S RARREmEENT
‘ P 5.80 6.00 6.20 6.40
‘H“H“H“_“w“‘q‘1Hpuml‘u“ﬁ“w“u“u m/z 41.00 85.06%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane
57.0
43.0
29.0
5000 LN L B B LR
5.80 6.00 6.20 6.40
m/z 42.95 69.07%
20 Il L) me
. Ly L |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0 \
A AAARERENEEEY
41.0 5.80 6.00 6.20 6.40
5000 m/Z 56.00 50.81%
29.0 86.0
) 1o
h |
“w“u“u“u“_“w“u“H“H“_“w“u“‘
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2002: 3-Buten-1-ol, 3-methyl- EEREEERL S
41.0 56.0 5.80 6.00 6.20 6.40
' m/z 42.00 36.72%
31.0 68.0
5000
|
‘ \f‘W‘H‘_‘H,‘H‘_‘H
m/z--> 0 10 20 30 40 5 60 70 80 90 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Pentane, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.163 50.91 ug/l 19434406  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 47
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 37
4 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 37
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 33

Abundance Scan 2302 (8.163 min): VN070008.D\data.ms (-2289) (-) m/z 56.00 100.00%

56.0

‘ | 851 7.80 8.00 8.20 8.40
el 2807 2071 nyz 43.00  88.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
5000
20.0 7.80 8.00 8.20 8.40
m/z 41.00 69.83%

\‘\‘\\\‘i}\\““\\“{\8‘?-\0\\i\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3742: 1-Hexene, 2-methyl-
56.0

7.80 8.00 8.20 8.40

5000 ITI/Z 57 .00 62.34%
27.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2013: Oxirane, (1-methylethyl)- e L ARAREEEEE
56.0 7.80 8.00 8.20 8.40

m/z 71.00 36.63%

5000

270‘
! . 85.0

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Hexane, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.287 78.25 ug/l 2987410  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Heptane 100 C7H16 000142-82-5 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 58
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53

Abundance Scan 2348 (8.287 min): VN070008.D\data.ms (-2328) (-) m/z 43.00 100.00%

43.0
71.0
5000

‘ 10011181 1451 8.00 8.20 8.40 8.60
0 Wm‘m“mu‘mmﬂmgmwum_;‘ m/z 41.00 60.03%
miz--> 0 20 60 80 100 120 140
Abundance #4468:Hexane,34neﬂwk
43.0
5000 70.0 NSNSV

8.00 8.20 8.40 8.60
m/z 71.00 58.18%

b | 100
\‘\\\‘\‘\‘\\\‘\\\\‘\\i\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140
Abundance #4464: Heptane
43.0

8.00 8.20 8.40 8.60

5000 710 m/z 57.00 51.95%
100.0
‘\‘“‘Fﬁb‘\t“hw“k‘\““1““\“‘w“‘
m/z--> 0 20 40 60 80 100 120 140
Abundance #8634: Heptane, 4-methyl-
43.0 8.00 8.20 8.40 8.60

m/z 69.95 51.24%

71.0
5000
15.0 \‘\‘ | |, 8701140 M

m/z--> 0 20 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Pentane, 2,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.609 56.08 ug/l 8562210 1,4-Difluorobenzene 8.965

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

Abundance Scan 2468 (8.609 min): VN070008.D\data.ms (-2432) (-) m/z 57.00 100.00%

57.0
5000

‘ 99.1 8.20 8.40 8.60 8.80 9.00
e AT 1449 2071 u 4100 32.43%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0

5000 R AV
8.20 8.40 8.60 8.80 9.00

m/z 56.00  32.24%

290‘

2.0 ‘ 99.0

s 0 % 40 65 5 100 130 150 160 180 200

Abundance #8676: Butane, 2,2,3,3-tetramethyl- M
57.0

820840860880900

o

29 0
m/z--> 6 2‘0 4b 6’0 8‘0 160 12‘0 14‘10 1é0 léO 260
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0 8.20 8.40 8.60 8.80 9.00

m/z 39.00 12.05%

5000
29.0
\‘ “\ | leso 1130

m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Pentane, 2,3,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.880 33.09 ug/l 5052040 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 90
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 64
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 56
Abundance Scan 2942 (9.880 min): VN070008.D\data.ms (-2926) (-) m/z 43.00 100.00%
43.0
71.1
5000
‘ “ 95.0 9.50 10.00
0l el PR 1289 1568 m/z 71.10  70.61%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
9.50 10.00
m/z 70.00 52.90%
miz--> 0 20 40 80 100 120 140 160
Abundance #4472. Pentane, 3-ethyl-
43.0
A <
9.50 10.00
5000 70.0 m/z 41.00  37.25%
15.0 H “‘\ ‘H 100 0
T e
miz--> 0 20 40 60 80 100 120 140 160
Abundance #8634: Heptane, 4-methyl- = —
43.0 9.50 10.00
m/z 55.00 26.65%
71.0
5000
15. o \‘\ I . 1140
“H“M“w“u“u“u“_“w“H“H“H“ 5 —
m/z--> 0 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Heptane, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.014  35.89 ug/l 5480280 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 64
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 59
Abundance Scan 2992 (10.014 min): VN0O70008.D\data.ms (-2980) (-  m/z 43.00 100.00%
43.0
71.0
5000
| ‘ ‘ 99.0 10.00
. C
O ettt 1289 1788 206€ 4/, 71,00 53.35%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
10.00
m/z 70.00 52.77%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8634: Heptane, 4-methyl-
43.0
N
10.00
5000 710 m/z 41.00 37.65%
0] | | | o
Tttt
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8661: Pentane, 2,3,3-trimethyl- — ‘
43.0 10.00
m/z 57.00  34.88%
5000
71.0
L w, A0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.00

82N120221W.M Fri Dec 31 06:16:55 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Heptane, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.215 29.83 ug/l 4555000 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 64
3 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 59
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53
Abundance Scan 3067 (10.215 min): VN0O70008.D\data.ms (-3046) (-  m/z 43.00 100.00%
43.0
85.1
5000
10.00 10.50
1141
ol L M iseeras 2000 L, 500 s1.02
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8629: Heptane, 3-methyl-
43.0
85.0
5000
10.00 10.50
m/z 41.00 63.72%
15.0 “ LI ‘ Ll I 11\40
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
—— ——
85.0 10.00 10.50
5000 m/z 85.10 62.88%
L T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22121: Heptane, 3,4,5-trimethyl- — —
43.0 10.00 10.50
m/z 56.00 51.40%
85.0
5000
bbb 1150 1420
e e e e e e e — ——
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\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Undecane, 5-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.527 30.03 ug/l 5066350  Chlorobenzene-d5 11.747
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 53
4 Octane, 2-methyl- 128 C9H20 003221-61-2 53
5 Octane, 4-methyl- 128 C9H20 002216-34-4 52
Abundance Scan 3556 (11.527 min): VNO70008.D\data.ms (-3545) (-  m/z 43.00 100.00%
43.0
5000
T T
11.50
1131
ob ML M3lizesten  207C iy oa100 42,07
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #45488: Undecane, 5-methyl-
43.0
5000 71.0 — :
11.50
m/z 71.05 37.19%
‘ 112.0
\‘\\\\‘\‘\‘\\““\\\‘!"\\H}\“\‘\\\‘\\!‘\‘\\]\_\4‘1\.\0\\‘].\7\0\.\0‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0
T T
11.50
5000 m/z 57.00 36.99%
71.0
EEETEY
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8625: Hexane, 3-ethyl- = ‘
43.0 11.50
m/z 85.10  26.10%
5000
85.0
00 I 2 Jhe
m/z--> 0 20 40 60 80 100 120 140 160 180 200 11.50

82N120221W.M Fri Dec 31 06:17:00 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.983 49.28 ug/l 8103170 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 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 4099 (12.983 min): VN0O70008.D\data.ms (-4088) (-  m/z 105.00 100.00%

105.0
5000
39.0 77.0 13.00
0Lt L UL 4 1360 1753 2040 1o 150 10 29.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00
m/z 77.00 13.03%
39.0 77.0
\\\‘\‘H\“‘\\“V\”“\‘H\M‘\\‘1\“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 ‘j\&
= ~
13.00
5000 m/z 91.00 12.09%
77.0
39.0
150, b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl- —
105.0 13.00
m/z 106.00 8.75%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

82N120221W.M Fri Dec 31 06:17:02 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 12 Benzene, 1l-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.222  32.17 ug/1 5290430 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 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 4188 (13.222 min): VNO70008.D\data.ms (-4176) (- m/z 105.00 100.00%
105.0
5000
390 /10 13.00 13.50
bt ““‘ e Ayl A45.1 17411990 0 m/z 120.10  29.32%
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 77.00 12.99%
39.0 77.0
\\\‘\‘\\\“‘\\“P\H“\‘\\\M[\\‘r‘\“r“\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
1 =
13.00 13.50
5000 m/z 91.00 12.78%
39.0 77.0
"“H‘“‘HH‘w““"““"“J‘“c‘m“uH“HHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50
m/z 79.00 9.56%
: Mb
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

82N120221W.M Fri Dec 31 06:17:04 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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, 2-ethyl-1,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.217 49.74 ug/l 8178280 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 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 4559 (14.217 min): VN0O70008.D\data.ms (-4548) (- m/z 119.00 100.00%

119.0
5000
o0 J 14.00 14.50
39.0 65.0 : :
o 2050 Ll amatesztsro L sh 0s 2915
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  18.27%
\]-\5\-?\ ‘\ \3\9“‘.\0\““ \G‘ﬁ.\? \‘H‘ T T “H“\ \Ml TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
—r Y
14.00 14.50
5000 ITI/Z 77 .00 10.15%
91.0
150 %90 0L LA L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene T —
119.0 14.00 14.50
m/z 120.05 9.88%
5000
91.0
oo | I
L Lew il m m it | n
R R R FL e L B
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N120221W.M Fri Dec 31 06:17:06 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 1-Phenyl-1-butene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.927 51.43 ug/1l 8456220 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 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 89
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 89
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 86
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 70

Abundance Scan 4824 (14.927 min): VN0O70008.D\data.ms (-4808) (-  m/z 117.00 100.00%

117.0 ' '
5000
91.0 e
39.0 65.0 15.00
148.1
0 W‘ a3l 2040 /7 119.00  46.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16107: 1-Phenyl-1-butene
11y7.0
5009 1500
91.0 m/z 132.00  34.44%
51.0 ‘
\\\‘2\71\0\‘\\“\\‘\\\\“\\\\‘H”‘\\!‘\”‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16113: 2,4-Dimethylstyrene
117.0
15.00
5000 m/z 115.00  31.15%
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- —
117.0 15.00
m/z 91.00 22.48%
5000
91.0
51.0
270" ‘
H‘_‘H‘HWMMHMMJMph‘w‘ﬂu‘u‘w‘u‘_‘u‘u‘w“ —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

82N120221W.M Fri Dec 31 06:17:07 2021 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VN©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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 15 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.196  26.42 ug/1 4344910 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 81
2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 74
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 68
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C1l1H1l6 134329-46-7 64
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 62

Abundance Scan 4924 (15.196 min): VN0O70008.D\data.ms (-4915) (-  m/z 133.00 100.00%
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
5000 = =
105.0 15.00 15.50
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77.0
;\5\-9\‘\‘\4\?‘7.\(\)‘\\“i‘\um‘\\H“\‘H‘i“‘iu‘\‘\‘H‘H‘HH‘HH‘HH‘\
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Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0
— =
15.00 15.50
5000 105.0 ITI/Z 119.00 29.11%
w0 7O
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Abundance #26356: Benzene, pentamethyl- T =
133.0 15.00 15.50
m/z 91.00 20.85%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121121\
Data File : VNO©70008.D

Acqg On : 11 Dec 2021 15:10

Operator : JC/MD

Sample : M4873-11

Misc : 6.05g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 10 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|
Pentane, 2-methyl- 5.082 38.1 wug/l 1454260 1 8.080 1908820 50.0
Pentane, 3-methyl-  5.565 28.9 wug/l 11030670 1 8.080 1908820 50.0
n-Hexane 6.080 30.0 ug/l 1145630 1 8.080 1908820 50.0
Pentane, 2,3-di... 8.163 50.9 wug/l 1943440 1 8.080 1908820 50.0
Hexane, 3-methyl- 8.287 78.3 ug/l 2987410 1 8.080 1908820 50.0
Pentane, 2,2,4-... 8.609 56.1 wug/l 8562210 2 8.965 7634200 50.0
Pentane, 2,3,4-... 9.880 33.1 ug/l 5052040 2 8.965 7634200 50.0
Heptane, 4-methyl- 10.014 35.9 wug/l 5480280 2 8.965 7634200 50.0
Heptane, 3-methyl- 10.215 29.8 ug/l 4555000 2  8.965 7634200 50.0
Undecane, 5-met... 11.527 30.0 ug/l 5066350 3 11.747 8434710 50.0
Benzene, 1l-ethy... 12.983 49.3 ug/l 8103170 4 13.675 8221460 50.0
Benzene, 1l-ethy... 13.222 32.2 wug/l 5290430 4 13.675 8221460 50.0
Benzene, 2-ethy... 14.217 49.7 ug/l 8178280 4 13.675 8221460 50.0
1-Phenyl-1-butene  14.927 51.4 wug/l 8456220 4 13.675 8221460 50.0
Benzene, 1l-ethy... 15.196 26.4 ug/l 4344910 4 13.675 8221460 50.0
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