LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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 U\Method\82U050621W.M

Title : SW846 8260

Signal : TIC: VU@43619.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.298 1215 1231 1244 rBV 140146 294309 12.03% 1.494%
2 5.382 1244 1257 1277 rVB 199951 417807 17.08% 2.121%
3 5.710 1344 1359 1376 rBV 168651 339135 13.86% 1.721%
4 6.256 1514 1529 1547 rBV 313939 589293 24.08% 2.991%
5 6.768 1671 1688 1706 rBV2 17836 37805 1.55% 0.192%
6 7.906 2018 2042 2058 rBV 523206 904238 36.96% 4.589%
7 9.423 2500 2514 2535 rBV 459013 748854 30.61% 3.801%
8 10.491 2836 2846 2857 rVB2 45577 70875 2.90% 0.360%
9 10.639 2879 2892 2905 rBV 388762 612518 25.03% 3.109%
10 10.912 2966 2977 2997 rVB 50386 80030 3.27% 0.406%
11 11.616 3185 3196 3200 rBV 19267 26943 1.10% 0.137%
12 11.652 3200 3207 3215 rVB 34605 51937 2.12% 0.264%
13 11.819 3247 3259 3273 rBV 464990 728708 29.78% 3.699%
14 12.015 3311 3320 3330 rVB 19637 29431 1.20% 0.149%
15 12.102 3332 3347 3359 rBV2 525264 821605 33.58% 4.170%

16 12.192 3367 3375 3394 rVB3 46098 105713  4.32%
17 12.311 3397 3412 3422 rBV 34801 59257  2.42%
18 12.578 3476 3495 3502 rBV 187282 293667 12.00%
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19 12.619 3502 3508 3519 rVV 108965 182127  7.44% 924%
20 12.690 3519 3530 3547 rVV2 346990 632591 25.85% 211%
21 12.870 3571 3586 3602 rVB3 37051 78634  3.21% 0.399%
22 12.979 3602 3620 3634 rBV 248226 406680 16.62% 2.064%
23 13.118 3652 3663 3673 rVB5 31378 54934  2.25% 0.279%
24 13.205 3677 3690 3699 rBv2 18552 43062 1.76% ©0.219%
25 13.262 3700 3708 3712 rVV2 39530 61219 2.50% 0.311%
26 13.301 3712 3720 3746 rVB 251959 421665 17.23%  2.140%
27 13.462 3746 3770 3785 rBV2 731979 1256283 51.34% 6.376%
28 13.533 3785 3792 3798 rVV3 18085 28527 1.17% 0.145%
29 13.635 3817 3824 3836 rVB4 33951 55951 2.29% 0.284%
30 13.745 3840 3858 3864 rBV3 54079 93199 3.81% 0.473%

31 13.793 3864 3873 3881 rVV 146458 257613 10.53%
32 13.848 3881 3890 3899 rVV3 167397 295140 12.06%
33 13.922 3899 3913 3915 rVV3 100848 186858  7.64%

ONO® R R
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R

34 13.947 3916 3921 3943 rVB2 199100 399260 16.32% 026%
35 14.066 3944 3958 3966 rBv4 25121 49676  2.03% 252%
36 14.127 3969 3977 3989 rVB2 29024 52201 2.13% 0.265%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  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 U\Method\82U050621W.M
Title : SW846 8260
37 14.198 3989 3999 4011 rBV 82306 133845 5.47% ©0.679%
38 14.295 4016 4029 4039 rVvv3 155159 279506 11.42% 1.419%
39 14.352 4039 4047 4058 rVv2 101587 169378 6.92% 0.860%
40 14.494 4080 4091 4108 rBV 235114 395642 16.17% 2.008%
41 14.677 4136 4148 4172 rBV 260561 568888 23.25% 2.887%
42 14.819 4183 4192 4202 rBV2 100973 156581 6.40% 0.795%
43 14.886 4203 4213 4225 rVB4 306990 521149 21.30% 2.645%
44 14.947 4225 4232 4244 rVB2 28434 46867 1.92% 0.238%
45 15.028 4244 4257 4268 rBV3 185104 339180 13.86% 1.722%
46 15.176 4291 4303 4310 rBV 113022 210126 8.59% 1.066%
47 15.285 4331 4337 4349 rVB5 59170 98924 4.04%  0.502%
48 15.356 4351 4359 4366 rBv2 31461 43895 1.79% 0.223%
49 15.420 4366 4379 4391 rBV 1475690 2446825 100.00% 12.419%
50 15.770 4480 4488 4498 rVB5 18394 29792 1.22% 0.151%
51 15.938 4526 4540 4555 rBv3 81778 158642 6.48% 0.805%
52 16.021 4555 4566 4574 rBV5S 30029 51873 2.12% 0.263%
53 16.124 4586 4598 4604 rBV2 22678 38023 1.55% ©0.193%
54 16.192 4604 4619 4629 rVB 127708 212960 8.70% 1.081%
55 16.272 4632 4644 4652 rBV 330690 561844 22.96% 2.852%
56 16.417 4671 4689 4697 rBV 634212 1063180 43.45% 5.396%
57 16.455 4697 4701 4716 rVB 219194 312619 12.78% 1.587%
58 16.539 4718 4727 4742 rBV3 30775 60628 2.48% ©0.308%
59 16.622 4742 4753 4754 rW 119107 143403 5.86% 0.728%
60 16.648 4757 4761 4781 rVB2 189308 304936 12.46% 1.548%
61 16.793 4796 4806 4829 rBV 143270 237568 9.71% 1.206%
62 17.105 4890 4903 4916 rvv2 53348 124803 5.10% 0.633%
63 17.285 4951 4959 4966 rvVv4 19024 37517 1.53% 0.190%
64 17.336 4969 4975 4984 rVV2 33422 58453 2.39% 0.297%
65 17.388 4984 4991 5011 rVB3 24790 58065 2.37% ©.295%
66 17.548 5033 5041 5053 rVB 43251 69682 2.85% ©.354%
Sum of corrected areas: 19702539
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
: VU043619.D

: 07 May 2021 17:50

: SY/MD

: M2303-02

: 5.0mL/MSVOA_U/WATER

: 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M
Quant Title : SW846 8260

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

Time-->

1200000
1000000
800000
600000
400000

200000 5.59

Abundance TIC: VU043619.D\data.ms
1400000

6.256
5382 5710

6.7

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

1.40 1.60 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

Time-->

1200000

1000000

800000

200000

Abundance TIC: VU043619.D\data.ms
1400000

600000 7906 12.102

9.423 11.819

400000 10.639

10491 10012 1
o S | W | s P G| 120
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Time-->

1200000
1000000
800000 13.462
600000

400000 12.690

Abundance TIC: VU043619.D\data.ms
1400000

15.420

16.417

14.886 16.272

12.979 13.301 14.494-67
.793

200000 12.57 }M 1}%@%‘” .
126 2141 4.8 9 1115. 176%% 33 1
2311 12.870131 813362 mé 108 15. 770}%&1 1 SMS( J\ %I@QQ@ 54t

o

12.50 13.00 13 50 14.00 14.50 15. OO 15. 50 16. 00 16 50 17 00 17 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.102 56.37 ug/l 821605 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Deltacyclene 118 C9H1e0 007785-10-6 62
5 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 49
Abundance Scan 3347 (12.102 min): VU043619.D\data.ms (-3332) (- | m/z 117.00 100.00%
117.0
5000
390 630 10 12100 12
. 12.00 12.50
‘ 134.0
H_Hw‘HWH‘MHH‘HHMUH_MM‘HMH‘WHH_‘ﬂ_u‘_mw“ m/z 118.00  54.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane
117.0
5000 —t —
12.00 12.50
m/z 115.00  35.76%
390 630 OO
\\‘].\\5\9\\\\‘\\H“\\\\‘H\\‘}‘\‘\\‘\H\‘\\\\’\\H‘HH‘H!\‘HH‘H\\’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
—r —
12.00 12.50
m/z 91.00 19.19%
5000 91.0
39.0 65.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\\ ﬂ
Abundance #8966: Benzene, cyclopropyl-
117.0 12 00 12 50
m/z 119.00 12.65%
5000 91.0
51.0
.30 I R B Y PO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 Indan, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.690 43.41 ug/l 632591 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 83
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
Abundance Scan 3530 (12.690 min): VU043619.D\data.ms (-3519) (- | m/z 117.00 100.00%
117.0
5000
132.1
—5 —
51.0 75.0 91‘.0 ‘ 12.50 13.00
etk e 2tk Ml T m/z 115,00 35.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14031: Indan, 1-methyl-
117.0
5000 12.50 13.00
132.0 - :
910 m/z 132.05 27.00%
39.0 65.0 ’
L | | 1 L min
H‘\\H‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
—= —
12.50 13.00
5000 132.0 m/z 91.00 16.06%
91.0
27.0 510 74.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 &
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- A LA
117.0 12.50 13.00
m/z 116.00 9.45%
5000 132.0
390  ggg 910 ‘ ‘ M
HM‘H_H‘_Hum‘wwu‘wu_uﬁwuumuwwmwuu‘uﬂhhuw‘ — ‘Awﬂ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
: VU043619.D

: 07 May 2021 17:50

: SY/MD

: M2303-02

: 5.0mL/MSVOA_U/WATER

: 21 Sample Multiplier:

1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M

. SW846 8260

¢ 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 Benzene, 1,2,3,4-tetramethyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.980 27.90 ug/l 406680 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3620 (12.979 min): VU043619.D\data.ms (-3602) (- | m/z 119.00 100.00%
119.0
5000 /\
91.0 T T T T ‘ T
39‘.0 65.0 | l 135.1 13.00
e T A1 SR IS m/z 134.05  43.55%
miz-> 20 40 60 80 100 120 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 T /\\ T T T T
13.00
m/z 90.95 17.00%
39.0 91.0
\1\5‘\.0’\ T \“"\ \“\‘ T ‘6?\0\ \‘H‘ T \‘\ T ‘m\ \m‘l T \1\?.‘()\ LI
miz-> 20 40 60 80 100 120 140
Abundance
119.0 /ﬂw
=
13.00
5000 m/z 38.95 10.11%
91.0
150 20 650 135.0
e e e e
miz--> 20 60 80 100 120 140
Abundance #14811: o-Cymene =
119.0 13.00
m/z 120.00 9.68%
5000
41.0 90 ‘
. 65.0
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.301 28.93 ug/l 421665 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 91
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 90
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
Abundance Scan 3720 (13.301 min): VU043619.D\data.ms (-3712) (- | m/z 117.00 100.00%
11y7.0
5000 132.0
91.0 ‘ 13.00 13.50
H‘HH‘H\\‘H\\“HHH‘\‘\HHH\‘H‘?\\S\MO‘\H\“\H\‘“\H‘HH‘H\‘M\‘\H‘H m/z 132 ee . 0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 1 ’AL 1
13.00 13.50
m/z 115.00 %
39.0 65.0 91.0 ‘ ‘
H‘HH%ﬂ’\g‘\\\\“HH}‘“\H‘\‘UH‘\H‘H\H\‘\H\‘HH‘HH‘H\‘“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
1320 13.00 13.50
5000 m/z 131.00 %
91.0
51.0
27.0 74.0
T L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14096: Benzene, (1rneﬁwllyxopenyl (E)
13.00 13.50
m/z 91.00 %
132.0
5000
91.0
)
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50

Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M
: SW846 8260

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

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

Peak Number 5 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.462 86.20 ug/l 1256280 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 93
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 91

Abundance Scan 3770 (13.462 min): VU043619.D\data.ms (-3746) (- | m/z 117.00 100.00%
11v.0
5000
132.0
91.0
‘ “ ‘ 13.50
H‘WHH‘HH,HH;‘:u”,“!“w?wH,HH‘wm,u‘l_mww m/z 132.00  35.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 J\
5000 L
91.0 13.50
51.0 m/z 115.00  30.95%
27.0 | ‘
H‘HH‘\H‘\‘HH"HH}UH‘\M‘HH‘\H\‘HH’HH‘H\‘H’\H!‘\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
13.50
5000 132.0 m/z 119.00 19.90%
39.0 65.0 91.0
H‘HH‘\\.H‘HH’HH‘HH’HH‘\H\‘HH’HH‘HH’HH‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl- L
117.0 13.50
m/z 131.00 18.09%
5000 132.0
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.677 39.03 ug/l 568888 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 87
Abundance Scan 4148 (14.677 min): VU043619.D\data.ms (-4136) (- | m/z 130.95 100.00%
130.9
5000
39.0 63.0 ‘ m | 160.1 206.9 14.50 15.00
o‘HwH“m‘ww‘,‘mw”lh_ b 2088 m/z 146.00  30.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 AJAA“ 7 T
14.50 15.00
m/z 115.00 20.59%
39.0 63.0 91.0 ‘
\\\\‘\‘\\\“\\‘\‘\‘m\‘\\"\\\\‘\\\1“\‘M\‘“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
= —
14.50 15.00
5000 m/z 129.00 17.87%
15.0 39.0 63.0 910
AL B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- /\ A N
131.0 14.50 15.00
m/z 145.00 16.17%
5000
39.0 90
‘m‘“H“_w“u“lhH,‘“H_‘“U‘mw":‘m_m‘””_m »/W\‘ : LAVAR
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.886 35.76 ug/l 521149 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 89
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 45
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 45
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 45
Abundance Scan 4213 (14.886 min): VU043619.D\data.ms (-4203) (- | m/z 131.00 100.00%
131.0
5000
91.0
39.0 63.0 % 160.1 14.50 15.00
e ikl 3088 L L gz 145,00 53.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
5000 91.0 /M
14 50 15 OO
39.0 m/z 135.0 43.05%
' 65.0 ‘
\‘\\\\‘H\ \‘m\‘u“}\i‘h‘\\‘}\“H\\!“\M\‘\“\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance
131.0
14 50 15 00
5000 m/z 146.05 36.46%
39.0 91.0
63.0 1130 | 149.0
I e e e B
m/z--> 20 40 60 80 100 120 140 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- ‘ ‘ ey
131.0 14.50 15.00
m/z 136.00 33.83%
5000
39.0 64.0 91.0
e 480 ) o0 L
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M
Quant Title : SW846 8260

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

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

Peak Number 8 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.420 167.89 ug/l 2446830 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 4379 (15.420 min): VU043619.D\data.ms (-4366) (- | m/z 142.00 100.00%
142.0
5000 115.0
T
63.0 15.50
39.0 89.0
Ob bt sl 1720 206917 141,00 93.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
> 1150 1550
m/z 114.95 38.41%
39.0 999 890 I
L 1l e il mi i n
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
—=r—
15.50
5000 m/z 139.00 12.04%
115.0
50.0 71.0 92.0
R B B o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- —
141.0 15.50
m/z 143.00 11.65%
5000 115.0
39.0 630 gop ‘
SN YV S BN | — AV
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.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, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.272  38.55 ug/l 561844 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4644 (16.272 min): VU043619.D\data.ms (-4632) (- | m/z 156.05 100.00%

156.1
5000
115.0

510 /70 M 16.00 16.50

‘H“H‘y“wﬁuﬂhum“u‘k_w‘ﬂhw 289 m/z 141.00  70.04%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl-
156.0

o

5000 —— ——
16.00 16.50
770 115.0 m/z 155.05 35.25%
51.0
\\\‘2\7\(\)\"\\\\‘H\‘\HH“\\\\‘\\\‘\‘\‘!‘\\“‘\\‘M‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
— —
16.00 16.50
5000 ITI/Z 115.00 16.18%
770 115.0
27.0 51.0 .
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28474: Naphthalene, 1,7-dimethyl- s —
156.0 16.00 16.50

m/z 128.00 16.17%

5000
115.0
270 0 0 |
L ‘\\\\‘\\\\‘\\\\ T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@50621W.M
Quant Title : SW846 8260

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

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

Peak Number 10 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.417 72.95 ug/l 1063180 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
Abundance Scan 4689 (16.417 min): VU043619.D\data.ms (-4671) (- | m/z 156.10 100.00%
156.1
5000
115.0
51.0 760 ‘ | 16.50
SR 100 T AMW‘W?‘Q?-‘Q m/z 140.95  89.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28488: Naphthalene, 2,6-dimethyl-
156.0
5000 T
16.50
115.0 m/z 155.10  29.60%
51.0 77.0 ‘
\\\‘2\7\\0\“\\\\‘h\\””‘\\\\‘\\\\‘\‘!‘\\“‘\\‘w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141.0
16.50
5000 m/z 114.95 21.97%
115.0
270 510 %0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28474: Naphthalene, 1,7-dimethyl- —A
156.0 16.50
m/z 127.95 17.92%
5000
115.0
B MoV T Av
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50

82U050621W.M Mon May 10 08:44:40 2021 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43619.D

Acqg On : 07 May 2021 17:50
Operator : SY/MD

Sample : M2303-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U050621W.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|
Indane 12.102 56.4 ug/l 821605 4 11.819 728708 50.0
Indan, 1-methyl- 12.690 43.4 ug/l 632591 4 11.819 728708 50.0
Benzene, 1,2,3,... 12.980 27.9 ug/l 406680 4 11.819 728708 50.0
1H-Indene, 2,3-... 13.301 28.9 ug/l 421665 4 11.819 728708 50.0
Benzene, 2-ethe... 13.462 86.2 ug/l 1256280 4 11.819 728708 50.0
1H-Indene, 2,3-... 14.677 39.0 wug/l 568888 4 11.819 728708 50.0
Benzene, (1,2-d... 14.886 35.8 ug/l 521149 4 11.819 728708 50.0
Naphthalene, 1-... 15.420 167.9 ug/l 2446830 4 11.819 728708 50.0
Naphthalene, 2,... 16.272 38.5 ug/l 561844 4 11.819 728708 50.0
Naphthalene, 2,... 16.417 73.0 ug/l 1063180 4 11.819 728708 50.0
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