LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.88g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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: VN@70238.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.019 2223 2248 2258 rBV 902699 2227726 10.36% 0.745%
2 8.080 2259 2271 2292 rVB 1685026 3912092 18.20% 1.309%
3  8.287 2330 2348 2363 rBV 118946 274884  1.28% 0.092%
4  8.432 2382 2402 2430 rBV 1136387 2604246 12.11% 0.871%
5 8.963 2579 2600 2635 rBV 2832081 6042816 28.11% 2.022%
6 9.453 2749 2783 2795 rBV3 363375 1002898 4.66% 0.336%
7 9.727 2864 2885 2903 rVB3 152103 340582 1.58% 0.114%
8 9.869 2911 2938 2958 rBv4 213443 477162  2.22% 0.160%
9 10.073 3002 3014 3044 rVB3 396757 1004045 4.67% 0.336%
10 10.210 3045 3065 3094 rBV6 364416 1038683 4.83%  0.348%
11 10.438 3132 3150 3183 rBV2 5552620 11555118 53.74% 3.866%
12 10.561 3185 3196 3202 rVV 219479 380703 1.77% 0.127%
13 10.615 3203 3216 3237 rVB8 474771 1369634 6.37% 0.458%
14 10.735 3243 3261 3266 rBV6 132386 267415 1.24% 0.089%
15 10.778 3266 3277 3293 rVB 756808 1400047 6.51% 0.468%
16 10.872 3294 3312 3326 rBV5 557990 1329803 6.18% 0.445%
17 10.961 3336 3345 3357 rVB2 348631 588097 2.74% 0.197%
18 11.049 3358 3378 3391 rBV 905700 1646609 7.66% ©.551%
19 11.151 3392 3416 3432 rBV 536233 1439625 6.70% 0.482%
20 11.221 3433 3442 3449 rBV3 397758 634284 2.95% 0.212%
21 11.291 3460 3468 3476 rVB 820819 1127662 5.24% 0.377%
22 11.344 3477 3488 3501 rVB 2821726 4976663 23.15% 1.665%
23 11.398 3502 3508 3516 rVB3 221342 266591 1.24% 0.089%
24 11.452 3516 3528 3538 rBV5 1164477 1955268 9.09% 0.654%
25 11.548 3555 3564 3581 rVB2 972729 1802798 8.38% 0.603%
26 11.623 3581 3592 3603 rBV2 972379 1656340 7.70% 0.554%
27 11.744 3624 3637 3660 rBV 4801064 8671274 40.33%  2.901%
28 11.838 3665 3672 3678 rBvV3 211597 287181 1.34% 0.096%
29 11.878 3679 3687 3693 rBV2 562893 793194 3.69% 0.265%
30 11.924 3694 3704 3716 rVB5 981306 1987362 9.24%  0.665%

31 11.988 3717 3728 3735 rBV 1842711 3243891 15.09%
32 12.087 3756 3765 3778 rBV6 328700 642556  2.99%
33 12.251 3810 3826 3842 rBV5 2427525 6197862 28.83%
34 12.366 3862 3869 3878 rVB 2429214 3428228 15.94%
35 12.417 3879 3888 3891 rBV4 926384 1311580 6.10%

ORr NO R
[
N
N
3R

36 12.455 3893 3902 3907 rBV2 1889861 3062823 14.25% 1.025%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.88g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 12.731 3993 4005 4019 rBV 4957947 8338263 38.78% 2.790%
38 12.814 4023 4036 4046 rBV6 1049587 2370237 11.02% 0.793%
39 12.897 4056 4067 4084 rVB4 5154635 11541553 53.68% 3.862%
40 12.972 4085 4095 4106 rBV7 1347351 2714784 12.63% 0.908%
41 13.053 4110 4125 4137 rBV8 3751472 9497098 44.17%  3.178%
42 13.195 4170 4178 4187 rBV5 1563261 2266140 10.54% 0.758%
43 13.380 4241 4247 4252 rBV5 768182 1011637 4.71% 0.338%
44 13.498 4284 4291 4301 rVB2 3321197 4860990 22.61% 1.626%
45 13.565 4303 4316 4326 rBV4 3961776 7789910 36.23%  2.606%
46 13.672 4346 4356 4376 rVB 5404217 9968374 46.36%  3.335%
47 13.873 4425 4431 4441 rVB 4244861 6348138 29.53% 2.124%
48 13.997 4466 4477 4488 rBV4 7812388 13416916 62.40% 4.489%
49 14.327 4590 4600 4613 rVB3 8525737 15659031 72.83% 5.239%
50 14.506 4657 4667 4673 rBV5 6337668 10437190 48.54%  3.492%
51 14.619 4700 4709 4717 rBV 3557462 5311966 24.71% 1.777%

52 14.670 4719 4728 4741 rVV3 4120645 8204037 38.16% 2.745%
53 14.817 4774 4783 4792 rBV4 2161619 4235978 19.70% 1.417%
54 14.930 4813 4825 4835 rBV 10234323 17718446 82.41% 5.928%
55 14.981 4836 4844 4858 rVB4 5749868 9968452 46.36%  3.335%

56 15.311 4955 4967 4980 rVB4 10189179 21500839 100.00% 7.194%
57 15.466 5018 5025 5045 rVB8 4420558 8749998 40.70%  2.928%
58 15.560 5051 5060 5067 rBV2 4483634 7673291 35.69% 2.567%
59 15.804 5139 5151 5166 rBV2 5723492 11919689 55.44%  3.988%
60 16.338 5337 5350 5369 rBV4 7326452 16427866 76.41% 5.497%

Sum of corrected areas: 298878565
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: M5106-01
: 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH
. 10

LSC Report - Integrated Chromatogram

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

: VNO@70238.D
: 20 Dec 2021 14:11

JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: VNO70238.D\data.ms

VAULT-WASTE

TIC: VN070238.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Cyclohexane, 1l-ethyl-2-meth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.251 35.74 ug/1 6197860 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 64
2 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 62
3 Cyclohexane, 1l-ethyl-2-methyl- 126 CO9H18 003728-54-9 58
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 58
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 58
Abundance Scan 3826 (12.251 min): VN070238.D\data.ms (-3810) (- m/z 97.05 100.00%
55. 97.0
- M
39
126.1 T ‘ T T ‘ T
T 7 ‘-0 | 12.00 12.50
Ottt 2420 0 s 5500 99.31%
m/z--> 20 40 60 80 100 120 140
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
558.0 97.0
5000 — —
12.00 12.50
m/z 41.00 50.06%
| ‘ ‘ 810 126.0
\\\‘\\\\}\\‘\h\“\H‘\\“M\\!“\\‘\\‘\‘\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 97.0
— —
12.00 12.50
5000 m/z 69.00  38.75%
39.0 810 126.0
150 | M Al m:‘u JOUINEN ‘N N
miz--> 20 40 60 80 100 120 140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- T —
55.0 0 12.00 12.50
m/z 43.00 29.63%
5000
39,0 | ‘ 810 ‘ 126.0
““‘U“M”“Ju"HM““c“J“‘“ At N M ——
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.053 47.64 ug/l 9497100 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 53
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 52
3 Cyclohexane, 1l-ethyl-1-methyl- 126 CO9H18 004926-90-3 52
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 49
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 49

Abundance Scan 4125 (13.053 min): VN070238.D\data.ms (-4110) - m/z 55.00 100.00%

55.0 97.1
5000
T I
4L,
Ot ol I 4 1760 2070 yp 97,10 87.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
58.0 97.0
5000 S :
13.00
m/z 41.00 47.35%
27.0 ‘
\\\‘\H\\‘i‘\\\h“\“\“\\“u\\“‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7609: Cyclohexane, 1,4-dimethyl-
55.0 97.0
T I
13.00
5000 ITI/Z 69.00 36.45%
27.0
H\‘wkwﬁwmuwmmwhu“M\wawm‘\uw‘mwwwwwwwwu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl- —
55.0 97.0 13.00
m/z 96.10 25.51%
5000
29.0 ‘
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©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Cyclohexane, butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.565 39.07 ug/l 7789910 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 91
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 91
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 78
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 72
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 72

Abundance Scan 4316 (13.565 min): VN070238.D\data.ms (-4303) (-  m/z 83.05 100.00%

e
550 o0
5000
R \
140.1 13.50
| ) S 207.1 ;
O e et i et e e e m/z 55.00  82.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 —— ‘
13.50
m/z 82.00 61.39%
29.0 140.0
\\\‘\H\\“H\\\“!“\‘}h\\“\‘\\f“]_\]\-]\“\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: Cyclohexane, pentyl-
83.0
R \
55.0 13.50
5000 ITI/Z 41.00 43.99%
29.0 154.0
SR L e —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13200: Cyclohexane, propyl- T ‘
55.0 83.0 13.50
m/z 67.00  20.50%
5000
27.0 126.0
Hw‘H‘“‘”"w‘!““:“HMHWHWHH_MWHWHWH ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Indane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.873  31.84 ug/l 6348140 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 64
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 4431 (13.873 min): VN070238.D\data.ms (-4425) (- m/z 117.00 100.00%

117.0
5000
39.0 63.0 91"0 13.50 14.00
Ol el el W 354 2069 7 118,00 55.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000
13.50 14.00
m/z 115.00 32.11%
390 630 0
\].\!5\.‘()\‘\\\“.\\H\\““\‘.\\\M‘\\“\\“‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10193: Benzene, 1-propenyl-
117.0
13.50 14.00
5000 ITI/Z 91.00 13.98%
91.0
51.0 ‘
27-°Lm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10185: (Z)-1-Phenylpropene = T
117.0 13.50 14.00
m/z 63.00 8.66%
5000
91.0
51.0
L 2CH VI A N (YO0 | W9 O I\
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Naphthalene, decahydro-, tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.997 67.30 ug/l 13416900 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 96
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 70
4 Spiro[4.5]decane 138 C10H18 000176-63-6 70
5 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 70

Abundance Scan 4477 (13.997 min): VN070238.D\data.ms (-4466) (- m/z 67.00 100.00%
1.0

41.0 138.1
96.1
5000
P
‘ ‘ 14.00
o Wl Ly 1862 2080 10 40 0 82.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
41.0 9.0
5000 T
14.00
m/z 55.00 77.57%
\\‘\H\“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0 T
41.0 14.00
5000 m/z 138.05  75.79%
| "M"J_‘V“H“MH““H““H“‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19453: Naphthalene, decahydro-, cis- =
67.0
410 14.00
m/z 68.00 70.81%
96.0 138.0
5000
15.0 |
Ll |
i F
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Benzene, (2-methyl-1-propen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.327 78.54 ug/1 15659000 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 81
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 81
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 70
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 70

Abundance Scan 4600 (14.327 min): VN070238.D\data.ms (-4590) (-  m/z 117.00 100.00%
.0

11y
5000
91.0
51.0 ‘ ‘ 4;5 1 14.00 14.50
Ol e 0O bl L 8911882y 115,00 32.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
5000 s Sy
91.0 14.00 14.50
m/z 132.05 26.27%
39.0 65.0 ‘
\\\.‘ \‘\ T \“‘\ \“\h\“u‘\ T \H‘ T \‘} T “U\\ ‘\U\‘\ ‘ L ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
14.00 14.50
5000 ITI/Z 119.10 19.11%
91.0
39.0 650 ‘
miz--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 14.00 14.50
m/z 91.00 17.62%
5000
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Decalin, syn-1-methyl-, cis- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.506  52.35 ug/l 10437200 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 52
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
3 Succinic acid, 3-methylbut-2-yl ... 270 C15H2604 1000391-08-2 43
4 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 42
5 2H-Inden-2-one, octahydro-3a-met... 152 C10H160 013351-29-6 35

Abundance Scan 4667 (14.506 min): VN070238.D\data.ms (-4657) (- m/z 83.10 100.00%

55.0 83.1
105.
050 152.1
5000
T \
14.50
1782 2070 m/z 55.00  91.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29499: Decalin, syn-1-methyl-, cis-
41.0 81.0
152.0
5000 — :
109.0 14.50
m/z 82.00 80.88%
\\‘\H“\i‘\\"1\\\“\\!‘\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
T \
14.50
5000 ITI/Z 41.00 72.94%
29.0 ‘ 154.0
SN o 0 T OO VSO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #160751: Succinic acid, 3-methylbut-2-yl cis-hex-3-en-1-y P ‘
83.0 14.50
m/z 81.00 68.45%
5000
55.0
119.0
2\9\'0\‘ T ‘ 183.0
R B e B e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82N120221W.M Thu Dec 23 18:26:24 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 1-Methyldecahydronaphthalene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.670  41.15 ug/1 8204040 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 97
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 62
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 60

Abundance Scan 4728 (14.670 min): VN070238.D\data.ms (-4719) - m/z 67.00 100.00%
67.0 951 152.1
41.0
5000
—— —
hlzaq 14.50 15.00
0 :‘JMuﬂw‘h‘mu‘wﬁ“%?§4u‘?9ﬁ9 m/z 95.10  94.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29497: 1-Methyldecahydronaphthalene
410 7.0
95.0 1520
5000 —r ——
14.50 15.00
m/z 152.05 91.06%
h 123.0
}\‘\H\“\\‘\\‘u\\\“\\\‘\‘\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 @7.0
95.0 152.0 e AN
14.50 15.00
5000 m/z 81.00 86.40%
h 123.0
MWJM‘MWW‘HW‘HV‘H“W“W“H
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl- — —
81.0 14.50 15.00
m/z 82.00 81.13%
55.0 152.0
5000
29.0 109.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82N120221W.M Thu Dec 23 18:26:25 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Indan, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.930  88.87 ug/l 17718400  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 81

Abundance Scan 4825 (14.930 min): VN070238.D\data.ms (-4813) (- m/z 117.00 100.00%

117.0
5000
91.0 LT
39.0 65.0 ‘ ‘ 1501 15.00
O et by L gl 1521 1801 2080 1y 937 09 36.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5000
15.00
91.0 m/z 115.00 27.21%
M0 80 1]
| e 1y L Il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
e
15.00
5000 m/z 131.05  18.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 15.00
m/z 91.00 16.73%
5000
91.0
39.0 65.0 ‘
;§9m‘Jp‘ﬁqﬂ‘HM‘H‘pM‘U_UL“H“H“_“W“H —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

82N120221W.M Thu Dec 23 18:26:26 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.981 50.00 ug/l 9968450 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 90
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 76
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 68
4 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 62
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 62

Abundance Scan 4844 (14.981 min): VN070238.D\data.ms (-4836) (- m/z 119.10 100.00%

119.1
5000
148.1

91.0

410 g7, ‘ 1500
0 w"H"‘H\Mmuu‘wm‘w“mm“"lm“_uwwl‘??‘lw m/z 148.05  20.62%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000
1500

m/z 133.05 18.84%

148.0
40 60 "0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“f\\\‘\VV‘\‘\\\\‘\\\\‘\\\\‘
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0

1500
5000 m/z 91.00  15.51%
91.0
*\*}ﬁ?*‘ﬁi?”“?ﬁejw‘w*wﬁwml*w”\*w*w*w*\*”‘\ /NijN/K/V&\/AA/k\f
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl-
119.0 1500

m/z 105.00  12.37%

5000
\3%0\ 6%0‘ 9%0 |
I n L,
—

m/z--> 0 20 40 60 80 100 120 140 160 180 15.00

82N120221W.M Thu Dec 23 18:26:26 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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, 1-methyl-4-(1-meth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.311 107.85 ug/1 21500800 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 81
2 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 81
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 76
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 76

Abundance Scan 4967 (15.311 min): VN070238.D\data.ms (-4955) (-  m/z 131.05 100.00%

1311
5000
91.0

390 64.9 ‘ | M 15.00 15.50
Al L

162.1
NN TSP o T | ‘H‘JJH‘uH¥§3ﬁ‘?9§9 m/z 133.05  30.67%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
P —

5000
15.00 15.50
91.0 m/z 146.05  22.33%

39.0 65.0 ‘ H
\‘\‘\\\"\\‘\\‘m\\\“\\‘}\“\‘\\\H‘\‘\H‘!\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0

(@

15.00 15.50
5000 910 m/z 91.00  19.24%
39.0 65.0 ‘
B N 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 15.00 15.50

m/z 119.10  18.75%

5000
91.0
39.0 @40 ‘ ‘
| ‘ \‘ Il | h\ \‘ | — T

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

82N120221W.M Thu Dec 23 18:26:27 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.467 43.89 ug/l 8750000 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 55
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 49
3 1H-Indene, 2,3-dihydro-1,1,6-tri... 160 C12H16 014276-95-0 42
4 1H-Indene, 2,3-dihydro-1,1,4-tri... 160 C12H16 016204-72-1 42
5 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 42
Abundance Scan 5025 (15.466 min): VN070238.D\data.ms (-5018) (-  m/z 145.05 100.00%
57.0 145.1
119.1
5000 91.0
—F
Ll
o b L WL 1822 2089 o 60 g6 0%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36299: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145.0
5000 R
15.50
m/z 71.05 73.17%
390 680 910 0O |
| Ll L \
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
—
15.50
5000 m/Z 119.10 71.85%
15.0
S Y. o N I A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36249: 1H-Indene, 2,3-dihydro-1,1,6-trimethyl- T
145.0 15.50
m/z 43.00 57.75%
- \A“w«A/j\J\Aﬁw/\ﬁJ\/
180300 0 L]
(- Wl l |
b e e e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

82N120221W.M Thu Dec 23 18:26:28 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.560  38.49 ug/l 7673290  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 76
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000530-93-8 52
3 Benzeneethanol, .alpha.,.alpha.-... 162 C11H140 025982-72-3 45
4 2-Azetidinone, 4-phenyl- 147 C9H9NO 005661-55-2 43
5 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C1@H100 002461-34-9 35

Abundance Scan 5060 (15.560 min): VN070238.D\data.ms (-5051) (-  m/z 104.00 100.00%

104.0
5000 146.1
=7 7 1
51.0 780 H u“ 15.50
Ob b b 12792 2070 ) 146 05 a4.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25039: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 M :
15.50
m/z 91.00 41.21%
39.0 78.0 ‘
\\\‘\‘\ T \“‘\\“\‘\‘m\\\”‘ T \‘}\““\\m"\‘“w\’\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24947: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
T T
146.0 15.50 o
5000 ITI/Z 133.05 33.87%
78.0
39.0
180 e b W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37892: Benzeneethanol, .alpha.,.alpha.-dimethyl-.beta.-| Fe
104.0 15.50
m/z 115.00 23.00%
5000 59.0
147.0
S ISV 0 OV RO L
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

82N120221W.M Thu Dec 23 18:26:29 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.804 59.79 ug/l 11919700 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 87

Abundance Scan 5151 (15.804 min): VN070238.D\data.ms (-5139) (-  m/z 131.05 100.00%

131.1
5000
1550 16,00
39.0 650 | 161.1 : :
o“H“Mwh‘ﬂhu$_‘Lw““w‘MM‘JMH“‘H}gﬁ?“H‘ m/z 146.05  33.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 M A
15.50 16.00
m/z 115.00 19.03%
39.0 63.0 91.0 ‘ ‘
\‘\‘\\\"\\‘\‘\‘H\‘\‘\\“\1\\‘\\\!‘“\M\‘N\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
P e
15.50 16.00
5000 ITI/Z 91.00 16.27%
91.0
39.0 63.0 ‘ ‘
RN N O W Y SO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —— —
131.0 15.50 16.00
m/z 105.00 15.66%
5000
39.0 640 91.0
SN P PR T Y S — —_—
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00

82N120221W.M Thu Dec 23 18:26:30 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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 1H-Indene, 2,3-dihydro-1,4,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.338 82.40 ug/l 16427900 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 81
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 55
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 53
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 50
5 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 46

Abundance Scan 5350 (16.338 min): VN070238.D\data.ms (-5337) (-  m/z 131.05 100.00%

131.1
5000
91.0
390 160.1 \‘\\\\‘\\\\‘\\\\‘\\\\‘
~ 65.0 16.0016.2016.4016.60
il g 2901 m/z 145.05  98.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36247: 1H-Indene, 2,3-dihydro-1,4,7-trimethyl-
145.0
5000 T T I T[T T rrrr[rrrrg
16.0016.2016.4016.60
m/z 146.05 64.52%
210 510 910 B0
L L nn T | L l L n
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0
I ama R
16.0016.2016.4016.60
5000 91.0 m/z 118.00 60.53%
39.0
65.0
15.0
R AERARRa=aE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- P
118.0 16.0016.2016.4016.60
145.0 m/z 115.00  37.26%
5000
91.0
28.0 51.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN0©70238.D

Acqg On : 20 Dec 2021 14:11

Operator : JC/MD

Sample : M5106-01

Misc : 5.08g/10mL/100uL/5.00mL/MSVOA_N/MEOH VAULT-WASTE

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|
Cyclohexane, 1-... 12.251 35.7 wug/l 6197860 3 11.744 8671270 50.0
Cyclohexane, 1,... 13.053 47.6 ug/l 9497100 4 13.675 9968370 50.0
Cyclohexane, bu... 13.565 39.1 wug/l 7789910 4 13.675 9968370 50.0
Indane 13.873 31.8 ug/l 6348140 4 13.675 9968370 50.0
Naphthalene, de... 13.997 67.3 wug/l 13416900 4 13.675 9968370 50.0
Benzene, (2-met... 14.327 78.5 wug/l 15659000 4 13.675 9968370 50.0
Decalin, syn-1-... 14.506 52.4 ug/l 10437200 4 13.675 9968370 50.0
1-Methyldecahyd... 14.670 41.1 ug/l 8204040 4 13.675 9968370 50.0
Indan, 1-methyl- 14.930 88.9 wug/l 17718400 4 13.675 9968370 50.0
Benzene, 1-meth... 14.981 50.0 wug/l 9968450 4 13.675 9968370 50.0
Benzene, 1-meth... 15.311 107.8 ug/l 21500800 4 13.675 9968370 50.0
Naphthalene, 1,... 15.467 43.9 ug/l 8750000 4 13.675 9968370 50.0
Naphthalene, 1,... 15.560 38.5 wug/l 7673290 4 13.675 9968370 50.0
1H-Indene, 2,3-... 15.804 59.8 wug/l 11919700 4 13.675 9968370 50.0
1H-Indene, 2,3-... 16.338 82.4 ug/l 16427900 4 13.675 9968370 50.0
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