LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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@70252.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.233 81 91 101 rBv4 52588 109394 1.11% 0.099%
2 2.858 317 324 336 rVB 89326 128039 1.30% 0.116%
3 5.589 1313 1342 1369 rBv4 39097 138630 1.41% 0.125%
4 7.029 1855 1879 1898 rBV3 58919 181286 1.84% 0.164%
5 7.131 1901 1917 1937 rVB5 54242 150916 1.53% 0.137%
6 8.018 2222 2248 2258 rBV2 887998 2192815 22.26% 1.984%
7 8.080 2259 2271 2289 rVW 1697561 4100942 41.62% 3.710%
8 8.166 2291 2303 2325 rVB2 198279 505590 5.13% 0.457%
9 8.287 2331 2348 2368 rBV2 136949 314281 3.19% 0.284%
10 8.431 2382 2402 2432 rBV 1103113 2589674 26.28% 2.343%
11 8.609 2433 2468 2491 rVV 598132 1693593 17.19% 1.532%
12 8.700 2493 2502 2524 rVB3 43799 104086 1.06% 0.094%
13 8.965 2580 2601 2627 rBV 2878328 6253643 63.47% 5.658%
14  9.453 2754 2783 2794 rBV3 324165 896273 9.10% 0.811%
15 9.507 2794 2803 2816 rVV2 170006 337006 3.42% 0.305%
16 9.585 2819 2832 2842 rVv3 69261 169993 1.73% 154%
17 9.727 2869 2885 2902 rVB6 63588 163726 1.66% 148%
18 9.877 2926 2941 2962 rVB 609241 1231453 12.50%

19 10.011 2965 2991 3007 rBV2 884064 1954583 19.84%
20 10.108 3020 3027 3044 rVB5 113763 225083 2.28%

OFRrRFRPROO
=
[
i
R

21 10.212 3047 3066 3094 rBV3 211667 608542  6.18%
22 10.365 3112 3123 3135 rBV 255573 428874  4.35%
23 10.440 3135 3151 3179 rBV 4741597 9048136 91.84%
24 10.778 3268 3277 3293 rBV5 91285 191360 1.94%
25 10.864 3296 3309 3331 rVB7 207405 604550  6.14%

OO0
=
o]
o))
B

26 11.148 3394 3415 3432 rBV7 98142 330442 3.35%
27 11.626 3583 3593 3607 rBV3 154615 307412 3.12%
28 11.744 3622 3637 3655 rBV 4940924 8920331 90.54%
29 12.578 3940 3948 3960 rBV 274985 417160  4.23%
30 12.731 3991 4005 4025 rVB 4824732 8465029 85.92%

NoOoOwoeoe
(]
N
[
R

31 12.918 4064 4075 4090 rVB 961859 1504945 15.27%
32 13.490 4276 4288 4310 rVB4 274987 680443  6.91%
33 13.672 4342 4356 4398 rBV 5306311 9852343 100.00%
34 13.836 4406 4417 4424 rBV 1318231 2185233 22.18%
35 13.876 4425 4432 4441 rVV 1573093 2482545 25.20%

NER OO R
o)
=
D
B

36 13.919 4442 4448 4468 rVB2 577847 1283899 13.03% 1.162%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Title : SW846 8260
37 14.002 4470 4479 4492 rVB2 273733 458199 4.65% 0.415%
38 14.217 4544 4559 4571 rBV 3731629 6080890 61.72% 5.502%
39 14.278 4572 4582 4589 rVvV2 637578 1118614 11.35% 1.012%
40 14.326 4590 4600 4614 rVB2 1865226 3213995 32.62% 2.908%
41 14.538 4662 4679 4695 rVB 2742031 4612856 46.82% 4.173%
42 14.619 4699 4709 4718 rBV 651457 985576 10.00% 0.892%
43 14.723 4741 4748 4753 rBv2 159273 214578 2.18% 0.194%
44 14.807 4769 4779 4791 rBV2 1444848 2454118 24.91%  2.220%
45 14.927 4807 4824 4836 rBV3 2500128 5336581 54.17%  4.828%
46 14.978 4836 4843 4860 rVB 765951 1366829 13.87% 1.237%
47 15.083 4874 4882 4895 rVB 263899 404268 4.10% 0.366%
48 15.193 4901 4923 4933 rBV6 1866552 4096689 41.58% 3.706%
49 15.308 4953 4966 4981 rVB4 1385343 3150270 31.97% 2.850%
50 15.504 5028 5039 5052 rVB 1460707 2709484 27.50% 2.451%
51 15.611 5070 5079 5089 rBV3 364100 612940 6.22%  ©.555%
52 15.804 5137 5151 5171 rBV 785346 1612809 16.37% 1.459%
53 16.107 5254 5264 5276 rBV 249272 456914 4.64% 0.413%
54 16.614 5441 5453 5481 rVB 371845 893370 9.07% 0.808%

Sum of corrected areas: 110531230

82N120221W.M Thu Dec 23 18:30:19 2021 Page: 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M5044-05
: 6.29g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 24 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

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

: VN@70252.D
: 20 Dec 2021 20:08

JC/MD

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

Abundance

5000000
4000000
3000000
2000000
1000000
0
Time--> 2
Abundance
5000000
4000000
3000000

2000000

1000000

TIC: VNO70252.D\data.ms

2233 2.858

5.589

.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: VN070252.D\data.ms

11.744

10.440

8.965

8.080

Time-->

Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

82N120221W.M

8.431
8.0 10,011
8.609 9.877
9 3
o 702831 185287 700 /6@28}727/\ 101684
— A A\ SR RS
50 8.00 8.50

—7
9.00 9.50 10.00 10.50

TIC: VNO70252.D\data.ms
13.672

=
7.00 7

12.731

14.217

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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, 2,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.166 6.16 ug/1 505590  Pentafluorobenzene 8.080

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 47
3 Hydroxylamine, O-(2-methylpropyl)- 89 C4H11NO 005618-62-2 38
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 36
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 25
Abundance Scan 2303 (8.166 min): VN070252.D\data.ms (-2291) (-) m/z 56.00 100.00%
56.0
5000
7.80 8.00 8.20 8.40
85.0

H\‘\H\i\‘\““\\‘}\‘\‘H\‘\H\‘]—\?\’]\_\-%HH‘HH‘HH‘H\\‘\H\‘\H m/z 43.06 85.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #4484: Pentane, 2,3-dimethyl-
56.0
5000
20.0 7.80 8.00 8.20 8.40

m/z 41.00 72.55%

H\‘\‘H\“\H““\\“iﬁ?.\(\)\‘\\\\‘\\\\‘\\H‘HH‘HH‘H\\‘\H\‘\H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

—

Abundance #126387: Octane, 1,1'-oxybis-
5_ 0 _/\/\J\\

7.80 8.00 8.20 8.40

5000 m/z 57.00 68.97%
84.0
29.0 112.0
DL MY s 199.0 243
v el T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2497: Hydroxylamine, O-(2-methylpropyl)- e e
43.0 7.80 8.00 8.20 8.40
m/z 71.05 39.81%
5000
71.0
S ARRRRERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Pentane, 2,2,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.609 13.54 ug/l 1693590 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-dimethyl- 114 C8H18 000590-73-8 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59

Abundance Scan 2468 (8.609 min): VN070252.D\data.ms (-2433) (-) m/z 56.95 100.00%

57.0
5000

39 99.1 8.20 8.40 8.60 8.80 9.00
bbb 790 PR 1201 1502 u.; 5595 32.54%

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0

5000 ““w“‘w“‘w“‘w“
8.20 8.40 8.60 8.80 9.00

m/z 41.00 31.77%

29 0
‘ L ‘ T \ T “ ‘\ T L ‘ T ??'P\ T \9\9“.0\ T ‘ L ‘ L ‘ T
miz--> 0 60 80 100 120 140 160
Abundance #8677. Butane, 2,2,3,3-tetramethyl-
n

8.20 8.40 8.60 8.80 9.00

5000 m/z 42.95 19.79%
39/0
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8654: Hexane, 2,2-dimethyl-
57.0 8.20 8.40 8.60 8.80 9.00

m/z 38.95 11.32%

5000
29.0 000
4.0 M L 770 7%

m/z--> 0 20 60 80 100 120 140 160 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\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Pentane, 2,3,4-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.877 9.85 ug/l 1231450 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 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 78
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 72
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 64

Abundance Scan 2941 (9.877 min): VN070252.D\data.ms (-2926) (-) m/z 43.00 100.00%
3.0

71.0
5000
UL
‘ “ 95.1 9.50 10.00
el PR 1200 L7420 nsz o 71,05 72.94%
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
9.50 10.00
m/z 69.95 53.28%
15.0 M ‘\‘\ \M n 114.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0
9.50 10.00
5000 ITI/Z 41.00 35.86%
Lm0 w0 a0
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #4472: Pentane, 3-ethyl- o T
43.0 9.50 10.00
m/z 55.00 26.59%
5000 70.0
15.0 H “‘\ ‘H I 100.0
e e e e — —
m/z--> 0O 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\VN122021\
Data File : VN@70252.D

Acqg On : 20 Dec 2021 20:08

Operator JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 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, 2,3,3-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.011 15.63 ug/l 1954580  1,4-Difluorobenzene 8.965
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
3 Heptane, 3,3,4-trimethyl- 142 C1leH22 020278-87-9 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53

Abundance Scan 2991 (10.011 min): VN070252.D\data.ms (-2965) (-  m/z 43.00 100.00%
3.0

71.0
5000
L JUY ‘
| ‘ ‘ 901 10.00
\‘HH’\H\"MH‘V’\‘M\MH\“.H:\L:\L?.\z\ \1\4‘0\9;\5‘9\9\ m/Z 71.05 55.45%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
10.00
m/z 70.00 49.53%
o | | || e
\‘\\\\’\i\\’}\\‘\’\\‘{\‘}\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0
RN T
71.0 10.00
5000 ITI/Z 57 .00 38.66%
15\.0 “ “‘\ wH | 91'0 114'0
e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22113: Heptane, 3,3,4-trimethyl- = ‘
43.0 71.0 10.00
m/z 41.00 37.91%
5000
m/z--> 0 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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 Benzene, 1,2-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.836 11.09 ug/l 2185230 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1oH14 000135-01-3 96
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 81
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76

Abundance Scan 4417 (13.836 min): VN070252.D\data.ms (-4406) (-  m/z 105.00 100.00%

105.0
5000 134.1
77.0
51.0 ‘ 13.50 14.00
Ot WL 1870 1901 2185 700 65 06.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 — R
13.50 14.00
91.0 -
m/z 134.05 46.60%
:\L\S\"o\‘\\\‘\\\\‘\\\\"\\”\‘\\\‘\H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17034: Benzene, 1,3-diethyl-
119.0
13.50 14.00
5000 m/z 91.00  28.30%
390 91.0
65.0
m_‘h““‘“m"‘““,H‘w‘l“Mm‘wmWm‘mwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17031: Benzene, 1,4-diethyl- T =
119.0 13.50 14.00
m/z 77.00 19.14%
5000
91.0
410 650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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, 1,1'-(1,5-hexadien... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.876  12.60 ug/l 2482550 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Indole 117 C8H7N 000120-72-9 46
3 4-Ethynylaniline 117 C8H7N 014235-81-5 43
4 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 42
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 40

Abundance Scan 4432 (13.876 min): VN070252.D\data.ms (-4425) (- m/z 117.00 100.00%

117.0
5000 AL/A\
— P

63.0 91.0 13.50 14.00

obrredQu il o A 1681 2000 p; 118.00  54.03%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000 — I iR

13.50 14.00
m/z 115.00 31.40%

91.0
TTT ‘ T \:\3\9“-\()\‘\ ﬁ‘s\‘.\(\)\“ T \‘\ T ‘ TTT ‘H‘ T \].\4‘\3\'9\ ‘ \]\-ZS‘\O\\Z\O‘?\\O\ ‘\zﬁﬂ’.‘c\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9735: Indole
117.0 /\A}\
— A

13.50 14.00
5000 90.0 ITI/Z 91.00 12.86%
63.0
R Y N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9746: 4-Ethynylaniline T —
117.0 13.50 14.00
m/z 63.00 8.09%
5000
89.0
63.0
N — L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70252.D

Acqg On : 20 Dec 2021 20:08

Operator JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.217 30.86 ug/l 6080890 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95

4 Benzene,

1-ethyl-2,3-dimethyl- 134 C10H14
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14

000933-98-2 95
000874-41-9 94

Abundance Scan 4559 (14.217 min): VN070252.D\data.ms (-4544) (- m/z 119.10 100.00%

119.1
5000
910 14.00 14.50
39.0 65.0 : :
OlLrerprrreede et ‘ kL 1961 1930 222.9248.C /7 134.00  28.85%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00 17.79%
3?0\6?0M ‘ Il
L T I P PR | n
\\\’\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #16998: o-Cymene
119.0
e =
14.00 14.50
5000 ITI/Z 120.05 9.84%
91.0
41.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 14.00 14.50
m/z 77.00 9.71%
5000
91.0
o650 ||
L Lo " TR I
A o o o e R =
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.00 14.50

82N120221W.M Thu Dec 23 18:30:25 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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 Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.326  16.31 ug/1 3214000 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 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 83
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 83
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 74

Abundance Scan 4600 (14.326 min): VN070252.D\data.ms (-4590) (-  m/z 117.00 100.00%

117.0
5000
— —
51.0 91"0 Lm L' 14.00 14.50
bbbl b My B429 1744 2011 /7 115,00 32.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16104: Indan, 1-methyl-
117.0
5000 — —
14.00 14.50
91.0 m/z 132.05 26.58%
mo o 1l
| Lo 1l | | | e
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
— .
14.00 14.50
5000 m/z 91.00  15.85%
0 91.0
51.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16139: Benzene, (2-methyl-2-propenyl)- = =
117.0 14.00 14.50
m/z 119.10 13.73%
5000
91.0
39.0 65.0 ‘
‘1‘5{‘0‘\H“‘Mu‘;u,‘:“‘m‘u:"wu‘U‘m‘h_m_m_m‘ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

82N120221W.M Thu Dec 23 18:30:26 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.538  23.41 ug/1 4612860 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 91

Abundance Scan 4679 (14.538 min): VN070252.D\data.ms (-4662) (- m/z 119.10 100.00%

119.1
5000
91.0
39.0 650 14.50
O i e A48 L IT8L196.L s 134 00 46.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
14.50
m/z 91.00 18.03%
39.0 910
\J-\S‘\.?\‘\\\“"\ \“w\e“sﬂ-\o\\‘”‘\\‘\ T ‘w\\m‘l\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
= ‘
14.50
5000 ITI/Z 120.05 9.87%
39.0 65.0 91.0
H\‘\‘H\“‘\\“1‘\“1“\H““\\‘\\“MMH\“Wm‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 14.50
m/z 133.00 9.44%
5000
390 91.0
-~ 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82N120221W.M Thu Dec 23 18:30:27 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.807 12.45 ug/l 2454120 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 93

Abundance Scan 4779 (14.807 min): VN070252.D\data.ms (-4769) (- m/z 117.00 100.00%

11y.0 ' '
5000
51.0 91"0 | 14.50 15.00
Okl by el 1481 1759 209.0 7 935 g5 38.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 14.50 15.00
510 m/z 115.00 28.40%
270 7 ‘ ‘
\\\‘\\\\‘\\‘U\““U\\”\’\\\\‘H‘\\\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
i e
14.50 15.00
5000 ITI/Z 131.00 18.85%
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 14.50 15.00
m/z 91.00 14.34%
5000
39.0 g50 910 ‘
S R PO | AVLSALR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82N120221W.M Thu Dec 23 18:30:27 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@70252.D

Acqg On : 20 Dec 2021 20:08

Operator JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.927 27.08 ug/l 5336580 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 93
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87

Abundance Scan 4824 (14.927 min): VN070252.D\data.ms (-4807) (- m/z 117.00 100.00%
117.0
5000
1.
51.0 91.0 ‘ 148.0 , 15.00
o CMETES 93 209:1 2445 m/z 132,05 36.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 15.00
51.0 ‘ m/z 115.00  29.53%
]\_ﬁ‘()\‘\\\‘\\“”\““U\\”\‘\M\“H\\ “\‘U\‘\‘HH‘\\H‘HH‘\H\‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
—
15.00
5000 m/z 131.00 18.59%
39.0 g50 9L0 ‘ ‘
H‘_Luhuwwmuﬂw‘H‘H‘WHM‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 15.00
m/z 91.00 16.56%
h m
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00

82N120221W.M Thu Dec 23 18:30:29 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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-methyl-4-(1-meth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.978 6.94 ug/1 1366830 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 91
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 64
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
5 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 59

Abundance Scan 4843 (14.978 min): VNO70252.D\data.ms (-4836) (- m/z 119.10 100.00%

119.1
5000
91.0 148.1
: 15.00
39.0 65.0
Obr 0, 890, |yl 18022050 L. 14805 20.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 T
15.00
910 148.0 m/z 91.00 12.84%
a0 880 |y
1 L L " n n !
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\1\’\1\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl-
119.0
—r
15.00
5000 ITI/Z 120.05 10.84%
LI
g Iy i in L. I
et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- e
119.0 15.00
m/z 77.00 7.20%
5000
91.0 ‘
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

82N120221W.M Thu Dec 23 18:30:30 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Benzene, (1-methyl-1-butenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.193  20.79 ug/l 4096690 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 87
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 64

Abundance Scan 4923 (15.193 min): VN070252.D\data.ms (-4901) (-  m/z 133.05 100.00%

1338.1
5000
91.0 AP o)
39.0 4.9 15.00 15.50
0 e 273l 2161 sz 131.00 91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0
5000
15.00 15.50
51.0 m/z 148.05  29.13%
27.0 ‘ H
\\\‘\‘\\\“‘\\“\‘\“m‘\\”}’\\\\‘\\\\“\‘!H\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
— 2 =
15.00 15.50
5000 91.0 m/z 91.00 25.28%
39.0 65.0
|
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25013: Benzene, (2-methyl-1-butenyl)- T T
131.0 15.00 15.50
m/z 115.00 25.03%
5000 91.0
390\65\0\ | m \H Il
[ ull I I
v b b e e — PN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

82N120221W.M Thu Dec 23 18:30:31 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.308 15.99 ug/l 3150270 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 86
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 70
4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 70
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 70

Abundance Scan 4966 (15.308 min): VN070252.D\data.ms (-4953) (-  m/z 131.05 100.00%

131.1
5000
91.0
20 642 || ‘ 15.00 15.50
o P T O I T A 62l 2051 . m/z 133.05  45.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 s -~
15.00 15.50
91.0 m/z 146.05 22.97%
51.0
‘\\\\‘\\‘\‘\‘m\\\“‘\\“}\“VH\\‘J“\‘VH‘!\‘\H\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
15.00 15.50
5000 ITI/Z 91.00 18.86%
390 650 910

\*H*‘\**‘w“‘*“*‘\H‘**\***h‘\*‘Mw*“Hw”w”w””w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- — .
131.0 15.00 15.50

m/z 115.00 15.78%

-

5000

91.0

3900 65.0 ‘ |
| | Il | I M \H\‘

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

.

82N120221W.M Thu Dec 23 18:30:32 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN@©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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-4,7-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.804 8.18 ug/1 1612810 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 96
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91

Abundance Scan 5151 (15.804 min): VN070252.D\data.ms (-5137) (-  m/z 131.00 100.00%

131.0
5000
39.0 630 70 | Il | 17011950 15.50 16.00
Ol b sl SRS 1990 7 146,05 33.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 POy A
15.50 16.00
m/z 115.00 18.00%
390 650 910 |
\\\\‘\\\\’\\\\‘M\‘\\“\\\\‘\\\h“\m\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
e —
15.50 16.00
5000 m/z 129.00  14.30%
39.0 91.0
63.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- 1 ]
131.0 15.50 16.00
m/z 128.00 14.21%
39.0 1
630
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122021\
Data File : VN©70252.D

Acqg On : 20 Dec 2021 20:08

Operator : JC/MD

Sample : M5044-05

Misc : 6.29g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 24 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, 2,3-di... 8.166 6.2 ug/l 505590 1 8.080 4100940 50.0
Pentane, 2,2,4-... 8.609 13.5 wug/l 1693590 2 8.965 6253640 50.0
Pentane, 2,3,4-... 9.877 9.8 wug/l 1231450 2 8.965 6253640 50.0
Pentane, 2,3,3-... 10.011 15.6 wug/l 1954580 2 8.965 6253640 50.0
Benzene, 1,2-di... 13.836 11.1 ug/l 2185230 4 13.675 9852340 50.0
Benzene, 1,1'-(... 13.876 12.6 wug/l 2482550 4 13.675 9852340 50.0
Benzene, 4-ethy... 14.217 30.9 ug/l 6080890 4 13.675 9852340 50.0
Indan, 1-methyl- 14.326 16.3 ug/l 3214000 4 13.675 9852340 50.0
Benzene, 1,2,3,... 14.538 23.4 ug/l 4612860 4 13.675 9852340 50.0
Benzene, 2-ethe... 14.807 12.4 ug/l 2454120 4 13.675 9852340 50.0
1H-Indene, 2,3-... 14.927 27.1 ug/l 5336580 4 13.675 9852340 50.0
Benzene, 1-meth... 14.978 6.9 ug/l 1366830 4 13.675 9852340 50.0
Benzene, (1-met... 15.193 20.8 ug/l 4096690 4 13.675 9852340 50.0
2,2-Dimethylind... 15.308 16.0 ug/l 3150270 4 13.675 9852340 50.0
1H-Indene, 2,3-... 15.804 8.2 wug/l 1612810 4 13.675 9852340 50.0
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