LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/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\82N042121W.M

Title : SW846 8260

Signal : TIC: VN@66740.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.763 372 388 407 rBv2 99933 202336 7.38% 0.503%
2 3.091 496 510 530 rVB3 28285 62170 2.27% 0.155%
3 3.740 730 752 772 rBv4 15050 47733 1.74% 0.119%
4 4,512 991 1040 1096 rBV2 287568 1188624 43.33% 2.956%
5 4.968 1177 1210 1246 rBV2 201420 717891 26.17% 1.785%
6 5.480 1379 1401 1429 rBV5 25694 82599 3.01% 0.205%
7 5.842 1511 1536 1560 rBV3 17076 52038 1.90% 0.129%
8 5.985 1567 1589 1613 rBV5 14259 47791 1.74% 0.119%
9 6.277 1673 1698 1726 rBV8 29708 106712 3.89% 0.265%
10 6.438 1734 1758 1776 rBvV2 70671 221992 8.09% 0.552%
11  6.542 1776 1797 1821 rVB2 190814 578660 21.10% 1.439%
12 7.250 2040 2061 2068 rBV4 15005 38294 1.40% 0.095%
13 7.312 2071 2084 2106 rVB4 39408 110758 4.04% 0.275%
14 7.519 2130 2161 2164 rBV2 196006 418407 15.25% 1.041%
15 7.580 2168 2184 2203 rVV5 549646 2004841 73.09% 4.986%
16 7.671 2204 2218 2245 rVV2 227282 621766 22.67% 1.546%
17 7.806 2246 2268 2305 rVV 575908 1496672 54.56% 3.722%
18 7.956 2306 2324 2352 rVV2 212179 526885 19.21% 1.310%
19 8.087 2353 2373 2381 rVV3 234457 562217 20.50% 1.398%
20 8.144 2384 2394 2415 rVV3 396749 1212979 44.22% 3.017%
21  8.235 2416 2428 2454 rVVv2 171111 437225 15.94% 1.087%
22 8.342 2455 2468 2495 rVB6 24545 80858 2.95% 0.201%
23 8.516 2512 2533 2561 rBV 636753 1497377 54.59% 3.724%
24  8.680 2583 2594 2608 rVB3 30147 55794 2.03% 0.139%
25 8.755 2608 2622 2631 rBvV2 53997 112154 4.09% 0.279%
26 9.015 2685 2719 2734 rBV2 756219 2057815 75.02% 5.118%
27 9.080 2734 2743 2761 rVB2 193000 380271 13.86% 0.946%
28 9.206 2778 2790 2805 rVVW 144712 288102 10.50% 0.717%
29 9.302 2805 2826 2843 rVVv4 150421 360000 13.12% 0.895%
30 9.452 2868 2882 2907 rBv4 263897 542365 19.77% 1.349%
31 9.554 2909 2920 2926 rBV2 98922 177729 6.48% 0.442%
32 9.600 2928 2937 2949 rVB5 197037 370280 13.50% 0.921%
33 9.670 2950 2963 2969 rBV 270077 483414 17.62% 1.202%
34 9.809 2992 3015 3041 rBV 495788 1248752 45.52% 3.106%
35 9.908 3041 3052 3059 rBV3 53777 101335 3.69% 0.252%

36 9.959 3061 3071 3082 rVB4 99562 191444 6.98% 0.476%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/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\82N042121W.M

Title : SW846 8260

37 10.026 3082 3096 3125 rVB3 1262693 2743009 100.00% 6.822%
38 10.155 3127 3144 3151 rBV 119691 237793 8.67% 0.591%
39 10.198 3152 3160 3165 rBV3 115396 182721 6.66% 0.454%
40 10.332 3202 3210 3215 rVV4 56182 79029 2.88% ©0.197%
41 10.372 3216 3225 3245 rVB 199380 353225 12.88% 0.878%
42 10.466 3246 3260 3276 rBVv6e 278140 638701 23.28% 1.588%
43 10.568 3289 3298 3310 rVB4 127354 218603 7.97%  0.544%
44 10.662 3310 3333 3344 rBV 242635 444870 16.22% 1.106%
45 10.764 3345 3371 3385 rBV = 229903 557288 20.32% 1.386%
46 10.825 3387 3394 3400 rBV7 69210 98829 3.60% 0.246%
47 10.893 3412 3419 3428 rVB 236402 335699 12.24% 0.835%
48 10.946 3429 3439 3452 rVB2 301648 524981 19.14% 1.306%
49 11.003 3454 3460 3470 rVB6 76565 106547 3.88% 0.265%
50 11.064 3472 3483 3492 rBV6 149426 252336 9.20% 0.628%
51 11.142 3494 3512 3537 rVB5 488097 1326325 48.35% 3.299%
52 11.244 3537 3550 3576 rBV 488860 963188 35.11% 2.395%
53 11.348 3577 3589 3611 rBV 735222 1375015 50.13% 3.420%
54 11.453 3618 3628 3648 rVB 266951 564711 20.59% 1.404%
55 11.531 3649 3657 3669 rVB7 111601 203592 7.42% 0.506%
56 11.598 3672 3682 3692 rBV2 182653 322602 11.76%  ©0.802%
57 11.700 3711 3720 3729 rBV6 38230 68631 2.50% 0.171%
58 11.753 3732 3740 3748 rVV5 40666 63449 2.31% 0.158%
59 11.799 3749 3757 3767 rBV5 73575 114061 4.16% 0.284%
60 11.869 3768 3783 3798 rBV6 222084 576511 21.02% 1.434%
61 11.989 3820 3828 3843 rVB 242584 333599 12.16% 0.830%
62 12.062 3846 3855 3863 rVV3 194534 312355 11.39% 0.777%
63 12.105 3864 3871 3883 rVB5 204763 350752 12.79% ©.872%
64 12.346 3953 3961 3972 rVB 402720 593462 21.64% 1.476%
65 12.504 4014 4020 4023 rBV3 70565 82185 3.00% 0.204%
66 12.537 4025 4032 4043 rVB 282002 409406 14.93% 1.018%
67 12.837 4135 4144 4153 rBV 227163 346221 12.62% 0.861%
68 12.907 4164 4170 4185 rVB3 240712 373801 13.63% 0.930%
69 13.035 4212 4218 4229 rVB2 94897 140696 5.13% 0.350%
70 13.094 4232 4240 4243 rBV4 99916 130485 4.76% 0.325%
71 13.229 4284 4290 4297 rBV2 110049 129813 4.73% 0.323%
72 13.290 4299 4313 4334 rVB 709661 1389734 50.66% 3.456%
73 13.457 4367 4375 4380 rBV 160262 223805 8.16% ©.557%
74 13.542 4399 4407 4409 rBV2 71211 85255 3.11% 0.212%
75 13.832 4505 4515 4527 rBV 519429 788119 28.73% 1.960%

76 13.937 4544 4554 4568 rVB 378179 596710 21.75% 1.484%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/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\82N042121W.M

Title : SW846 8260

77 14.151 4628 4634 4655 rVB 307790 566721 20.66% 1.409%
78 14.240 4658 4667 4675 rBV3 146582 225199 8.21% 0.560%
79 14.419 4725 4734 4744 rBV2 193596 311957 11.37% 0.776%
80 14.468 4747 4752 4761 rVB4 113670 143882 5.25% 0.358%
81 14.532 4762 4776 4789 rBv4 460576 958606 34.95% 2.384%
82 14.792 4866 4873 4882 rVB3 160563 209114 7.62% 0.520%
83 14.899 4904 4913 4928 rVB2 174623 333284 12.15% 0.829%
84 15.350 5072 5081 5101 rVB 75786 135460 4.94% 0.337%

Sum of corrected areas: 40208617
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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Time-->

Abundance
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800000

600000

400000

200000

: M2047-06 10X
: 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42321\

: VNO66740.D
: 23 Apr 2021 16:13

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42121W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VNO66740.D\data.ms

4.512
4.968

6.542

2.763 43
3.091 3.740 5480  5.842985 6.27%
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TIC: VN066740.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@42121W.M
: SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Pentane, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4.512  29.64 ug/l 1188620  Pentafluorobenzene 7.591
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 42
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 40
5 trans-2,3-Epoxydecane 156 C10H200 054125-39-2 40

Abundance Scan 1040 (4.512 min): VN066740.D\data.ms (-991) (-) m/z 42.95 100.00%

43.0
5000 71.0
R REE R RARRRRREE
‘ ‘ 4.20 4.40 4.60 4.80
\‘\H\‘\H\i‘\H‘H‘\\“\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)\7?:!- m/Z 42.00 54.85%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1823: Pentane, 2-methyl-
43.0
5000 LB L B R I R B
4.20 4.40 4.60 4.80
1.0 m/z 71.e0  38.79%
15'0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl-
43.0
R RERREmaE A
4.20 4.40 4.60 4.80
5000 m/z 41.00 38.15%
71.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #90252: Sulfurous acid, hexyl pentyl ester R RARm
43.0 85.0 4.20 4.40 4.60 4.80
m/z 39.00 16.07%
5000
Il M 11101370 167.0 /\
A e e e T e e R R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80

82N042121W.M Thu Apr 29 05:15:29 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Hexane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.806 37.33 ug/l 1496670  Pentafluorobenzene 7.591

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 53
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 2268 (7.806 min): VN066740.D\data.ms (-2246) (-) m/z 42.95 100.00%
43.

3.0
71.0
57.0
5000
I 85.1 100.1 7.40 7.60 7.80 8.00 8.20
H‘\H\‘HH‘\H\i\}H‘\‘HHHH“}\H‘H‘\\‘HH}HH‘HH‘HH‘H\ m/z 71.06 63-71%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3974: Hexane, 3-methyl-
43.0
57.0 71.0
5000
7.40 7.60 7.80 8.00 8.20
29.0 m/z 70.00 56.98%
- \‘ | 820 1000
H‘\H\‘HH‘\H\‘HH‘\HHHH‘H\H‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3973: Heptane
43.0
7.40 7.60 7.80 8.00 8.20
5000 570 710 m/z 57.00  55.91%
290 ‘ 100.0
T T R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #19203: Heptane, 3,3,4-trimethyl-
43.0 71.0 7.40 7.60 7.80 8.00 8.20
m/z 41.00 52.03%
5000 57.0
29.0
b Lm0 wmoing
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00 8.20

82N©42121W.M Thu Apr 29 ©5:15:29 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Cyclopentane, 1,3-dimethyl-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.087 18.77 ug/l 562217 1,4-Difluorobenzene 8.519

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 92
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 80
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 60
4 Isopropylcyclobutane 98 C7H14 000872-56-0 53
5 Octane, 3-methyl-6-methylene- 140 C10H20 074630-07-2 53

Abundance Scan 2373 (8.087 min): VN066740.D\data.ms (-2353) (-) m/z 70.00 100.00%

70.0
56.0
41.0
5000
83.0
‘ ‘ | ‘ ‘ ‘ 98.1 7.80 8.00 8.20 8.40
e m/z 56.00  70.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000
7.80 8.00 8.20 8.40
2r.0 83.0 m/z 55.00  61.42%
98.0
’15.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3392: Cyclopentane, 1,3-dimethyl-
70.0
55.0
VR
41.0 7.80 8.00 8.20 8.40
5000 m/z 40.95 51.92%
27.0 83.0
o e
‘W‘HH‘lew‘mlﬂu‘wl‘W‘uﬁ‘H‘W“H‘H“_‘H
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3409: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 7.80 8.00 8.20 8.40
41.0 m/z 42.95 37.24%
5000
21.0 ‘ 830 98.0
ST T O e
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Hexane, 2,2-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.144 40.50 ug/l 1212980 1,4-Difluorobenzene 8.519

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 53
3 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 50
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 50
5 Heptane, 2,2,3,5-tetramethyl- 156 C11H24 061868-42-6 50

Abundance Scan 2394 (8.144 min): VN066740.D\data.ms (-2384) (-) m/z 57.00 100.00%
57.0

5000
7.80 8.00 8.20 8.40
99.0
\‘\\\\‘\\\\““\\\““\\H\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\%Q??g\‘ m/z 56.06 49.29%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7650: Hexane, 2,2-dimethyl-
57.0
5000
7.80 8.00 8.20 8.40
20.0 m/z 41.00 29.86%
‘ ‘ 99.0
\‘T\\‘\‘\‘}\\“‘\\\““\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7663: Pentane, 2,2,4-trimethyl-
57.0
7.80 8.00 8.20 8.40
5000 ITI/Z 43.00 16.00%
29.0
Y.
. L n o 1
e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #38353: 2,2,7,7-Tetramethyloctane
57.0 7.80 8.00 8.20 8.40
m/z 55.00 10.90%
5000
29.0 85.0
m/z--> 0 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\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Heptane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.809 41.70 ug/l 1248750 1,4-Difluorobenzene 8.519

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 90
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 59
4 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 53
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 52
Abundance Scan 3015 (9.809 min): VN066740.D\data.ms (-2992) (-) m/z 42.95 100.00%
3.0
85.1
5000
9.50 10.00
1141
"‘_“wh‘ﬁq‘M"m“_‘ww“u“u“u“_“EQTP m/z 57.00  84.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7628: Heptane, 3-methyl-
43.0
85.0
5000 - DRSS
9.50 10.00
m/z 85.10 69.32%
15.0 “ LI ‘ Ll I 11\40
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19204: Heptane, 3,4,5-trimethyl-
43.0
85.0 N
R
9.50 10.00
5000 m/z 40.95 53.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3976: Hexane, 2-methyl- T —
43.0 9.50 10.00
m/z 56.00 52.09%
5000
85.0
m/z--> 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\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.466  23.23 ug/l 638701 Chlorobenzene-d5 11.349
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 93
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 70
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 70
4 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 70
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64

Abundance Scan 3260 (10.466 mln) VNO066740. D\data ms (-3246) (- m/z 55.00 100.00%
1.0

mn . .
5000 41.0
81.0 121 s
L
\\‘H\\‘H\\‘H\\“\‘H\“HM\‘\‘\‘\‘\M‘\Hwi}H\\“\‘\\M‘HH“‘\‘\H‘:L\ZHG\-‘()H m/Z 97.05 96.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
53.0 97.0
5000 41.0
112.0 10.50
270 69.0 m/z 95.00  66.73%
I
\\‘H\\‘H\\“H\\‘\‘H\“\‘H‘\‘\Hul\H\“\H\\‘\\!1‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6805: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
P
10.50
5000 41.0 ITI/Z 41.00 41.93%
112.0
69.0
27.0 ‘ ‘ ‘ 83.0
H_wm‘!‘,”";lm‘,u‘”‘,WMNHWMW_WH_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6747: Cyclohexane, 1,4-dimethyl- —
55.0 10.50
97.0 m/z 112.10  31.06%
5000 41.0
27.0 ‘ 690 112.0
P e ]
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heptane, 2,5-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.764 20.26 ug/l 557288 Chlorobenzene-d5 11.349
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 87
2 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 70
3 Octane, 3-methyl- 128 C9H20 002216-33-3 68
4 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 50
5 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 47
Abundance Scan 3371 (10.764 min): VN066740.D\data.ms (-3345) (- m/z 57.00 100.00%
57.0
o /\/MJ\
— g
99.0 1281 10.50 11.00
bl 12BL 2070 4300 32.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12686: Heptane, 2,5-dimethyl-
57.0
5000 1 A
10.50 11.00
m/z 41.00 27.83%
290‘ 99.0
\\\‘\‘\‘\\“‘\\\M‘\\“‘\\‘\\\\“\\!\]‘-\2\8\.\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12702: Heptane, 3,5-dimethyl-
57.0
— —
10.50 11.00
5000 m/z 56.00 21.79%
29.0 ‘ 99.0
O O TS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12669: Octane, 3-methyl- R —
57.0 10.50 11.00
m/z 99.05 12.62%
5000
29.0 98.0 /\K
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Cyclooctane, (1-methylpropyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.946 19.09 ug/l 524981 Chlorobenzene-d5 11.349
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 72
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 64
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 58
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 53
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 53

Abundance Scan 3439 (10.946 min): VN066740.D\data.ms (-3429) (- m/z 111.10 100.00%

111.1
69.0
5000
41.0
et ——
N
\\\\‘\\\\“‘\\\‘\‘\u‘\\“!‘\\\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)?.\0\ m/Z 69.00 78.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69.0
111.0
5000 T T
11.00
41.0 m/z 55.00 42.58%
\\\\‘\‘\‘\\““\\\‘U‘\M\\“H\\\\“\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
—
41.0 11.00
5000 ITI/Z 41.00 31.94%
15.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11584: Cyclohexane, 1,1,3-trimethyl- ——
69.0 111.0 11.00
m/z 56.00 23.13%
150 e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octane, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.142 48.23 ug/l 1326330 Chlorobenzene-d5 11.349
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 83
2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 72
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 53

Abundance Scan 3512 (11.142 min): VN066740.D\data.ms (-3494) (- m/z 43.00 100.00%

43.0
5000
111 1 = ]
“ h ‘ 11.00 11.50
wmmH_HwwuH_Hww_mwwmz“??? m/z 71.00  40.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12667: Octane, 4-methyl-
43.0
5000 g A
85.0 11.00 11.50
m/z 41.00 38.63%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28438: Nonane, 4,5-dimethyl-
43.0
— —
71.0 11.00 11.50
5000 ITI/Z 57 .00 35.50%
e B B AR AEaE B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12706: Hexane, 2,3,4-trimethyl- s R
43.0 11.00 11.50
m/z 85.05 34.15%
5000
71.0
H || | 9v0 1280 (\
R R e e R A R — =
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Octane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.244 35.02 ug/l 963188 Chlorobenzene-d5 11.349
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 90
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
3 Heptane, 4-propyl- 142 C10H22 003178-29-8 59
4 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 59
5 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 59

Abundance Scan 3550 (11.244 min): VN066740.D\data.ms (-3537) (- m/z 57.00 100.00%

57.0
5000
. P
‘ 98"1 e 11.00 11.50
e ML 18l 2069 ;41,08 28.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12677: Octane, 3-methyl-
57.0
5000 — —
11.00 11.50
29.0 m/z 43.00 27.58%
‘ 98.0
\\\‘\‘}\\“‘\\\“‘\\“‘\\‘\\\\“\\\\]‘_\2\8\-(\)‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12701: Heptane, 2,5-dimethyl-
57.0
T =
11.00 11.50
5000 ITI/Z 55.95 22.69%
29.0 ‘ 99.0
SR S T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance _#19174: Heptane, 4-propyl- 7 —
57.0 11.00 11.50
m/z 98.10 15.57%
5000
98.0
29.0 ‘
O VAU AWV
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknownll.869 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.869 20.96 ug/l 576511 Chlorobenzene-d5 11.349
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 45
2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 45
3 2-Hexene, 3,4,4-trimethyl- 126 CO9H18 053941-19-8 43
4 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 43
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 43

Abundance Scan 3783 (11.869 min): VN066740.D\data.ms (-3768) (-  m/z 97.05 100.00%

55.0 97.0
5000
126.1 T L
H ‘ ‘ ‘ 11.50 12.00
Ol bbbl b 2070 s ss.e0 92.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 97.0
5000 — e
11.50 12.00
29.0 126.0 m/z 57.00 84.53%
\\\‘\H\\“H\\\‘!“\H“\\“‘\\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
=L —
11.50 12.00
5000 m/z 43.00  65.95%
200 ‘ 126.0
H“ﬂﬁwﬂ‘ﬂu‘wuﬂhu“H“_VH“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11569: 2-Hexene, 3,4,4-trimethyl- — —
56.0 97.0 11.50 12.00
' m/z 41.00 51.94%
5000
27.0
‘ 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.832  28.36 ug/l 788119 1,4-Dichlorobenzene-d4 13.288
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 4515 (13.832 min): VN066740.D\data.ms (-4505) (-  m/z 119.10 100.00%

119.1
5000
91.0
510 | | has1 207.0  249.( 1359 14.09
Oy v e ey e b TR T m/z 134.00  29.80%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
1350 1400
m/z 91.00 15.77%
91.0
\’H\\’\\?\’\9‘.9\\‘\H\‘\\‘\\‘W‘H‘\‘l\H”\‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
1350 1400
5000 m/z 105.00  9.77%
w0
L [N L m - I
e e e e e e e e e
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119.0 1350 1400
m/z 120.0 9.48%
5000
%Qu,ﬂHWJLNHAMAWJHNHH‘HHM‘HMHW‘HWH‘WHH
m/z--> 0 20 40 60 80 100120140160180200220240 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.937 21.47 ug/l 596710 1,4-Dichlorobenzene-d4 13.288
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 70
2 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 70
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 70
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 68
5 Indan, 1-methyl- 132 C10H12 000767-58-8 64

Abundance Scan 4554 (13.937 min): VN066740.D\data.ms (-4544) (-  m/z 117.00 100.00%

117.0
5000
——
57.0 ‘ ‘ ‘ 0 14.00
et il L 1768 208,0232.C 0 915 00 33.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14034: 1-Phenyl-1-butene
117.0
5000 T
14.00
91.0 m/z 119.00  31.54%
51.0 ‘
\\\‘2\7\\0\‘\\“\\’\\\\“\\\\‘H”‘\\!‘\”‘\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117.0
ey
14.00
5000 ITI/Z 132.05 25.68%
91.0
51.0
S Y N O | Y O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl- —=
117.0 14.00
m/z 105.00 23.03%
5000
91.0
39.0 66.0 ‘
59, | b ba dd ane
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.151 20.39 ug/l 566721 1,4-Dichlorobenzene-d4 13.288
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 o-Cymene 134 C1leH14 000527-84-4 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91

Abundance Scan 4634 (14.151 min): VN066740.D\data.ms (-4628) (-  m/z 119.05 100.00%
119.1

-

5000
T [ —
91.0 14.00 14.50
39.0 65.0 : ’
bbb e L 492 2070 s 134,05 47.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.00 14.50
m/z 91.00 12.70%
390 5.0 91.0
;\5\.‘0\‘\\\“‘.\ \‘\‘\“\“\\\“’\\‘\\‘m\ \‘MH\“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0
— 7
14.00 14.50
5000 ITI/Z 133.00 10.31%
91.0
ot M N P! ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene T —
119.0 14.00 14.50
m/z 120.05 9.52%
5000
91.0
0,880 | I ‘
| Lol m PRI L
L o B B B L R S M [ [ —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42321\
Data File : VN@66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.532  34.49 ug/l 958606 1,4-Dichlorobenzene-d4 13.288
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 86
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 64

Abundance Scan 4776 (14.532 min): VN066740.D\data.ms (-4762) (-  m/z 117.00 100.00%

11y7.0 ' '
5000
91.0 1 T
39.0 65.0 H148 1 14.50
o A ‘ b A76.9 2070 2490 /7 119.10  46.14%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 A :
14.50
m/z 132.00 36.83%
39.0 g5 91.0 ‘ ‘
\\\‘\‘\\\“\\w\“U\\\“\\\\‘\\\U‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
T T
14.50
5000 ITI/Z 115.00 30.55%
91.0
51.0 ‘
LTI N S
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- ——
117.0 14.50
m/z 91.00 20.86%
5000
91.0
51.0 ‘ ‘
H‘_H‘LﬂhJVAHHHNMAMWJWH‘WH‘W‘HW‘H‘_H‘_H‘ e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.50

82N©42121W.M Thu Apr 29 ©5:15:40 2021 Page: 19



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42321\
Data File : VNO66740.D

Acqg On : 23 Apr 2021 16:13

Operator : JC/MD

Sample : M2047-06 10X

Misc : 6.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042121W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentane, 2-methyl- 4.512 29.6 ug/l 1188620 1 7.591 2004840 50.0
Hexane, 3-methyl- 7.806 37.3 ug/l 1496670 1 7.591 2004840 50.0
Cyclopentane, 1... 8.087 18.8 ug/l 562217 2 8.519 1497380 50.0
Hexane, 2,2-dim... 8.144 40.5 ug/l 1212980 2 8.519 1497380 50.0
Heptane, 3-methyl- 9.809 41.7 ug/l 1248750 2 8.519 1497380 50.0
Cyclohexane, 1,... 10.466 23.2 ug/l 638701 3 11.349 1375020 50.0
Heptane, 2,5-di... 10.764 20.3 ug/l 557288 3 11.349 1375020 50.0
Cyclooctane, (1... 10.946 19.1 ug/l 524981 3 11.349 1375020 50.0
Octane, 4-methyl- 11.142 48.2 ug/l 1326330 3 11.349 1375020 50.0
Octane, 3-methyl- 11.244 35.0 ug/l 963188 3 11.349 1375020 50.0
unknown11.869 11.869 21.0 wug/l 576511 3 11.349 1375020 50.0
Benzene, 2-ethy... 13.832 28.4 ug/l 788119 4 13.288 1389730 50.0
1-Phenyl-1-butene 13.937 21.5 ug/l 596710 4 13.288 1389730 50.0
Benzene, 1,2,4,... 14.151  20.4 ug/l 566721 4 13.288 1389730 50.0
1H-Indene, 2,3-... 14.532 34.5 ug/l 958606 4 13.288 1389730 50.0
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