LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 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\82N©32521W.M

Title : SW846 8260

Signal : TIC: VN@66357.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.208 550 566 590 rBV 343646 779104 16.28%  1.140%
2 3.739 743 764 801 rBV 702791 1792485 37.45% 2.624%
3  3.991 848 858 882 rVB 35232 91122 1.90% ©.133%
4 6.750 1867 1887 1888 rBV 35000 54701 1.14% ©.080%
5 7.507 2147 2169 2183 rBV 315033 792251 16.55% 1.160%

6 7.585 2183 2198 2230 rVB2 536170 1284840 26.85%
7 7.955 2312 2336 2365 rBV4 694375 1779366 37.18%
8 8.515 2525 2545 2572 rBV 765765 1602029 33.47%
9 8.979 2702 2718 2735 rBV2 28925 63042 1.32%

9.923 3048 3070 3086 rBV2 38144 77044  1.61%

OO NNR
w
IS
U
R

11 10.028 3090 3109 3121 rBV 1388430 2509736 52.44%
12 10.092 3121 3133 3167 rVB 2676694 4786015 100.00%
13 11.350 3585 3602 3624 rBV 1050202 1828400 38.20%
14 11.452 3628 3640 3659 rVV 260649 449819  9.40%
15 11.559 3665 3680 3711 rBV 1690717 3190050 66.65%

AONMNW
)
N
o
X

16 11.889 3790 3803 3831 rVB 1492124 2510646 52.46%
17 12.345 3961 3973 4002 rVB 839146 1433887 29.96%
18 12.535 4039 4044 4055 rVB 63066 88094  1.84%
19 12.600 4055 4068 4076 rBV 890835 1447507 30.24%
20 12.678 4088 4097 4111 rVB 552036 871643 18.21%

PNONW
=
N
O
R

21 12.836 4143 4156 4174 rBV 539772 910167 19.02%
22 12.983 4197 4211 4227 rBV 2042959 3320975 69.39%
23 13.176 4276 4283 4295 rVB2 141465 209369 4.37%
24 13.233 4297 4304 4311 rBV2 58907 77628 1.62%
25 13.286 4312 4324 4329 rVV 840637 1337312 27.94%

PO bR
w
IS
I
xR

26 13.316 4331 4335 4350 rVB 1174371 1596372 33.35%
27 13.485 4379 4398 4408 rBV 1854508 3279784 68.53%
28 13.528 4409 4414 4435 rVB2 614583 1060903 22.17%
29 13.619 4439 4448 4457 rVB2 256161 373238 7.80%
30 13.683 4463 4472 4484 rVB 269819 429232  8.97%

Oo0oRr AN
Ul
Ul
w
R

31 13.745 4486 4495 4501 rBV 430971 653654 13.66%
32 13.831 4517 4527 4539 rBV 673489 993606 20.76%
33 13.887 4540 4548 4556 rVV2 190454 269417 5.63%
34 13.938 4557 4567 4580 rVB 819413 1319518 27.57%
35 14.013 4582 4595 4606 rBV3 697239 1189007 24.84%

PRORO
w
0
B
3R

36 14.070 4608 4616 4625 rBV2 253698 369570  7.72% ©.541%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 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\82N©32521W.M

Title : SW846 8260

37 14.153 4638 4647 4653 rBV 424719 613975 12.83% 0.899%
38 14.190 4654 4661 4671 rVB 814763 1191947 24.90% 1.745%
39 14.239 4672 4679 4687 rBV3 205742 264598 5.53% 0.387%
40 14.418 4737 4746 4756 rBV 948899 1422695 29.73% 2.083%
41 14.466 4758 4764 4774 rVB 541842 728037 15.21% 1.066%
42 14.534 4774 4789 4802 rBV3 2380928 4651176 97.18% 6.808%
43 14.681 4833 4844 4864 rVB 2226207 3700530 77.32% 5.417%
44 15.126 5001 5010 5020 rBV 475297 710945 14.85% 1.041%
45 15.191 5022 5034 5054 rVv4 485007 1537548 32.13%  2.251%
46 15.266 5055 5062 5078 rVB3 452315 717056 14.98%  1.050%
47 15.349 5083 5093 5109 rVB 516541 963613 20.13% 1.411%
48 15.542 5157 5165 5185 rVB 1451797 2638325 55.13% 3.862%
49 15.834 5262 5274 5289 rBV2 1007479 1907689 39.86% 2.793%
50 16.022 5336 5344 5355 rVB3 398546 683443 14.28%  1.000%
51 16.081 5357 5366 5380 rvB2 452177 794188 16.59% 1.163%
52 16.266 5425 5435 5450 rBv4 311119 677955 14.17% 0.992%

53 16.797 5625 5633 5634 rBV2 294936 289371 6.05% 0.424%

Sum of corrected areas: 68314624
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. M1777-06
: 5.00mL/MSVOA_N/WATER
. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32621\

: VNO66357.D
: 26 Mar 2021 18:20

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32521W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

TIC: VNO66357.D\data.ms

3.739

3.208

3.991

1.80 2.00 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

TIC: VN066357.D\data.ms

10.p92

11.559

10.02

11.350

7.955 8.515

1.45

Time-->
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2000000
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1000000

500000

Time-->
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Shd —
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TIC: VN066357.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 1 Benzene, 1-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.600 54.12 ug/1l 1447510 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 4068 (12.600 min): VN066357.D\data.ms (-4055) (-  m/z 104.95 100.00%

105.0
5000
39.0 77.0 12.50 13.00
Ol oot 1308 1730 2070 17 179 00 31.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000

12.50 13.00
m/z 90.95 11.86%

39.0 77.0
O\H‘\‘H\“‘\\“V\”“\‘H\M‘H‘{\‘H‘\\‘\“‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0

—— ~
12.50 13.00

5000 m/z 76.95 11.74%
77.0
39.0
ol180 bt b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl- —= ‘
105.0 12.50 13.00

m/z 105.95 8.61%

77.0
o250, 399

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Benzene, cyclopropyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.485 122.63 ug/l 3279780 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 92
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 89
3 Indane 118 C9H10 000496-11-7 89
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 76
5 Deltacyclene 118 C9H10 007785-10-6 70

Abundance Scan 4398 (13.485 min): VN066357.D\data.ms (-4379) (-  m/z 116.95 100.00%

117.0
5000
=
63.0 89}0 13.50
Ol OOt b ) 1989 2080 248F /7 118.00  53.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8966: Benzene, cyclopropyl-
11y7.0
VAN
5000 T T T T T
91.0 13.50
51.0 m/z 115.00 33.07%
OH\\‘\u\\"H“l\"‘H\\NH‘H”\“‘H\\‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0
=
13.50
5000 ITI/Z 105.00 29.22%
91.0
39‘0 65.0 ‘
0"H‘H‘w‘ﬂﬂﬂhH“L‘_‘H‘H‘W‘H‘_“W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8949: Indane
117.0 13.50
m/z 91.00 17.64%
5000
39.0 910
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Indan, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.938 49.33 ug/l 1319520 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 76
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 74
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 74
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 70

Abundance Scan 4567 (13.938 min): VN066357.D\data.ms (-4557) (-  m/z 117.00 100.00%

11f.0
5000
91.0 ‘
39.0 65.0 ‘ 148.1 14.00
O ek L ST TA75.9 2070 2490 s 95 00 34.46%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14031: Indan, 1-methyl-
117.0
5000

—
14.00
m/z 119.00  31.46%

9060 °" |
L dy ol L1 Il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0

o

5000 m/z 132.00 27.48%
91.0
39.0 65.0 ‘
Y SRl AN N I S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14048: Benzene, 2-butenyl- T
117.0 14.00
m/z 91.00 19.23%
5000
91.0
39.0 65.0
oH"“m““H“M‘m”_umdlm“m““‘_mwwwwwwm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.190 44.56 ug/l 1191950 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, 1l-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94

Abundance Scan 4661 (14.190 min): VN066357.D\data.ms (-4654) (-  m/z 119.00 100.00%

119.0
5000
— e
390 65.0 91‘-0 14.00 14.50
. . C
Ol b 1 149.9176.8 207.0  248S /7 134,00 44.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 AL — s
14.00 14.50
m/z 91.00 14.74%
41.0 91.0
O]\-\s\-‘()\‘\\\“"\\‘\‘\“\‘\\\““\\‘1\“”\\‘\“l\\\M\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14811: o-Cymene
119.0
oy —
14.00 14.50
5000 ITI/Z 120.00 9.98%
91.0
41.0 ‘ ‘
0 u\‘\‘mu\\‘H”‘H‘m““mu“lm‘;“lum‘mwm‘\m‘\m‘\m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- = I
119.0 14.00 14.50
m/z 117.00 8.11%
5000
39.0 65.0 91.0
O‘H‘AHMHWpWHMuhpMﬂwHM‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.418 53.19 ug/l 1422700 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 78

Abundance Scan 4746 (14.418 min): VN066357.D\data.ms (-4737) (- m/z 117.00 100.00%

11f.0
5000

510 910 ‘ ‘1481 ( 14.50
"wHH‘_u‘”“UMMWWU‘n!h“w‘_‘17‘?”2”29‘7‘9“H?ﬁ"?” m/z 132.00  39.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
——

o

5000
91.0 14.50
51.0 ‘ m/z 115.00 27.87%
O]\-\5\‘()\‘\H‘\\“”\““H\\h\‘\\u\‘”}\\“\‘”\‘\‘H\\‘HH‘HH‘HH‘\\H‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
1450
5000 ITI/Z 131.00 22.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14033: 3-Phenylbut-1-ene 4
117.0 14.50
m/z 91.00 13.68%
5000
91.0
390650 ‘ ‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.534 173.90 ug/l 4651180 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81

Abundance Scan 4789 (14.534 min): VN066357.D\data.ms (-4774) (- m/z 117.00 100.00%

11y7.0
5000
91.0
51.0 ‘ ‘ 148.0 14.50
Obrerrerrchrd b ML 412480 180.8207.02340 /7 131,95 37.65%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
11y.0
5000 A :
91.0 14.50
51.0 ‘ m/z 114.95 28.73%
O]\-\5\8‘\\\‘\\“”\“‘H\‘\\h\‘\\u\‘”}\\ “\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
I T
14.50
5000 ITI/Z 119.00 27.19%
39.0 g5 91.0 ‘ ‘
0‘H‘ﬂHMHMNHJ_HW‘HNWM,HH_‘H_H‘“HW‘HWH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14048: Benzene, 2-butenyl- P T
117.0 14.50
m/z 130.95 18.25%
5000
91.0
39.0 65.0 ‘
0 ""“H“‘uM‘wu“\""‘M"w"U‘m“wwwwmm_m_m .
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 2H-Inden-2-one, 1,3-dihydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.681 138.36 ug/l 3700530 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
3 Indan, epoxide 132 C9H80 000768-22-9 53
4 2-Methylbenzyl cyanide 131 CY9HSN 022364-68-7 46
5 Benzene, cyclobutyl- 132 C10H12 004392-30-7 45

Abundance Scan 4844 (14.681 min): VN066357.D\data.ms (-4833) -  m/z 104.00 100.00%

104.0
5000 1320
——

51.0 78.0 1500

H 14.50 15.00
e LA 16881 207.0233.9 L) 135 0 4g.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro-
104.0

5000 \
132.0 1450 15.00
m/z 91.00 41.62%

51.0 /8
%ﬁ-,‘?‘l”_MM“‘Mww“‘“:“uh‘mHH‘www_m.w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14546: 2H-Inden-2-one, 1,3-dihydro-
104.0

o

o

14 50 15 00
5000 1320 m/z 115.00 16.62%
51.0 8.0
0“W‘H‘_ﬁﬁﬂuw‘u‘w‘H‘_‘LM‘H‘H‘W‘H‘_H‘_‘H,H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14522: Indan, epoxide
104.0 14 50 15 00

m/z 117.00  14.66%

5000
51.0 78.0 132.0
O ‘ \‘ M“ ‘ | I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14 50 15 00

82N©32521W.M Wed Mar 31 ©5:41:26 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20

Operator JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@32521W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.191 57.49 ug/l 1537556  1,4-Dichlorobenzene-dd  13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 ClIH14 001559-81-5 94
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 92

3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14

006682-71-9 87
017496-14-9 87
053172-84-2 81

Abundance Scan 5034 (15.191 min): VN066357.D\data.ms (-5022) (-  m/z 131.00 100.00%

131.0
5000
1500 1550
39.0 65. 0 H 162.1 : :
Obrrreprrrefrebr e m,*‘lH‘ ‘ “‘ AL 2021 20702319 ., 146.00  31.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000
15.00 15.50
91.0 m/z 117.00  25.82%
39.0 &5 ‘ ‘
O \]\_\41\(’)\‘\\\“‘\\“‘\‘\“m\\\“\\\\"‘1‘\\m‘\‘U“\\‘\H\\\‘\\\\’\\\\’\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0
= ~
15.00 15.50
5000 91.0 m/z 91.00  22.35%
90890 ||
S RNV N 'R wl‘”_Hm_m,w,w_w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl- = T
131.0 15.00 15.50
m/z 115.00 19.75%
5000
39.0 65.0 910 |
0“H,H‘w‘ﬂ‘phhw‘ﬂ‘w‘WMHM‘_MH‘H‘W“H,H‘W‘H“ = =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.542 98.64 ug/l 2638330 1,4-Dichlorobenzene-d4 13.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 87
4 Benzene, (1l-methylenebutyl)- 146 C11H14 005676-32-4 86
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 50
Abundance Scan 5165 (15.542 min): VN066357.D\data.ms (-5157) (-  m/z 118.00 100.00%
118.0
146.0
5000 M
91.0 L — T
39.0 65.0 ) 15.50
0 ey 8012070 2347 /7 131,00 73.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 105.0 ‘15.‘50‘ |
m/z 146.00 68.82%
39.0 77.0 ‘
O' \’M\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
15.50
m/z 117.00 50.10%
5000 105.0 /
39.0 77.0
] S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21622: Benzene, (1-ethyl-2-propenyl)- =
118.0 15.50
m/z 105.00 36.17%
5000 91.0
51.0 146.0
0! 280 e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@32621\
Data File : VN@66357.D

Acqg On : 26 Mar 2021 18:20
Operator : JC/MD

Sample : M1777-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©32521W.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|
Benzene, 1l-ethy... 12.600 54.1 wug/l 1447510 4 13.286 1337310 50.0
Benzene, cyclop... 13.485 122.6 ug/l 3279780 4 13.286 1337310 50.0
Indan, 1-methyl- 13.938 49.3 ug/l 1319520 4 13.286 1337310 50.0
Benzene, 1,2,3,... 14.190  44.6 ug/l 1191950 4 13.286 1337310 50.0
1H-Indene, 2,3-... 14.418 53.2 ug/l 1422700 4 13.286 1337310 50.0
Benzene, 2-ethe... 14.534 173.9 ug/l 4651180 4 13.286 1337310 50.0
2H-Inden-2-one,... 14.681 138.4 ug/l 3700530 4 13.286 1337310 50.0
Naphthalene, 1,... 15.191 57.5 ug/l 1537550 4 13.286 1337310 50.0
Naphthalene, 1,... 15.542 98.6 wug/l 2638330 4 13.286 1337310 50.0
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