LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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@43613.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.629 386 401 411 rBV 12300 21116 1.08% 0.120%
2 5.057 1141 1156 1181 rBV 110687 244388 12.49% 1.394%
3 5.298 1215 1231 1244 rBV2 139541 294415 15.05% 1.679%
4 5.382 1244 1257 1274 rVB 196409 401208 20.51% 2.288%
5 5.710 1345 1359 1379 rBV 169154 334943 17.12% 1.910%

6 6.256 1515 1529 1547 rBV 313384 577610 29.53%  3.294%
7 7.906 2023 2042 2060 rBV 515768 883208 45.15% 5.037%
8 9.423 2501 2514 2534 rBV 452695 731105 37.37% 4.170%
9 10.491 2834 2846 2858 rBV 109262 169304 8.66% 0.966%
10 10.639 2879 2892 2907 rBV 381939 594601 30.40%  3.391%
11 10.912 2966 2977 2992 rBV 55083 84479  4.32% 0.482%
12 11.616 3184 3196 3199 rBV 14995 20806 1.06% 0.119%
13 11.648 3199 3206 3220 rVB 82303 127966 6.54% ©.730%
14 11.819 3247 3259 3275 rBV 449919 701497 35.86% 4.001%
15 12.015 3310 3320 3330 rVB2 28312 42817 2.19% 0.244%
16 12.105 3330 3348 3359 rBV2 167548 258247 13.20% 1.473%
17 12.214 3363 3382 3393 rW 28878 56218 2.87% 0.321%
18 12.307 3396 3411 3427 rBV 64910 99320 5.08% 0.566%
19 12.577 3477 3495 3502 rBV 336023 512898 26.22%  2.925%
20 12.619 3502 3508 3518 rVV 158440 241003 12.32%  1.375%
21 12.690 3518 3530 3548 rVV2 454108 864508 44.19%  4.931%
22 12.870 3567 3586 3596 rVwV 33310 58810 3.01% ©0.335%
23 12.979 3600 3620 3634 rBV 258596 417984 21.37%  2.384%
24 13.114 3652 3662 3676 rBv4 45506 81805 4.18% 0.467%
25 13.208 3681 3691 3698 rBV 30779 46451 2.37% ©.265%

26 13.259 3698 3707 3713 rVV3 61744 100319 5.13%
27 13.301 3713 3720 3745 rVB 206964 341662 17.47%  1.949%
28 13.462 3745 3770 3786 rBV3 1124749 1956140 100.00% 11.157%
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29 13.536 3786 3793 3797 rBV3 16049 22753 1.16% ©.130%
30 13.565 3797 3802 3810 rVB 28763 38217 1.95% 0.218%
31 13.632 3816 3823 3839 rVB4 29431 51292 2.62% 293%
32 13.741 3847 3857 3864 rBV2 42994 67040 3.43% 382%

33 13.793 3864 3873 3881 rVV 119648 209995 10.74%
34 13.848 3881 3890 3898 rVvv3 180612 308550 15.77%
35 13.918 3898 3912 3915 rVVv3 109373 208809 10.67%
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36 13.947 3916 3921 3943 rVB2 215547 419728 21.46% 2.394%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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 14.066 3943 3958 3967 rBV2 26709 47890 2.45% 0.273%
38 14.124 3967 3976 3987 rVWW2 46609 75942 3.88% 0.433%
39 14.198 3988 3999 4011 rVB 251146 392714 20.08% 2.240%
40 14.294 4011 4029 4039 rBv2 317465 547410 27.98% 3.122%
41 14.352 4039 4047 4057 rVvW2 99215 166570 8.52% ©.950%
42 14.401 4057 4062 4070 rVB3 15214 21175 1.08% 0.121%
43 14.491 4079 4090 4099 rBV 174809 286249 14.63% 1.633%
44 14.690 4135 4152 4172 rBV3 273826 698708 35.72%  3.985%
45 14.815 4182 4191 4202 rBV 80598 122633 6.27% ©.699%
46 14.883 4202 4212 4224 rVB2 183534 311363 15.92% 1.776%
47 14.947 4224 4232 4243 rVB3 21883 35373 1.81% ©.202%
48 15.024 4243 4256 4268 rBV2 449553 741878 37.93% 4.231%
49 15.089 4271 4276 4290 rVB4 17564 29692 1.52% 0.169%
50 15.204 4290 4312 4327 rBV5S 94652 242481 12.40% 1.383%
51 15.282 4328 4336 4350 rVB3 66779 117825 6.02% ©.672%
52 15.356 4350 4359 4369 rBV3 24324 36758 1.88% 0.210%
53 15.433 4373 4383 4388 rVV3 22490 41571 2.13% 0.237%
54 15.474 4389 4396 4402 rVV3 48141 82793 4.23% 0.472%
55 15.510 4403 4407 4418 rVB4 33188 47668 2.44% 0.272%
56 15.587 4419 4431 4446 rVB3 35997 89128 4.56% 0.508%
57 15.774 4473 4489 4499 rBV3 19982 34822 1.78% ©.199%
58 15.934 4522 4539 4556 rBv4 99758 221829 11.34% 1.265%
59 16.021 4556 4566 4582 rVB6 23692 45021 2.30% 0.257%
60 16.156 4598 4608 4613 rBV 70696 108683 5.56% ©0.620%
61 16.191 4613 4619 4628 rVB 60282 91110 4.66% ©.520%
62 16.269 4629 4643 4653 rBV 238869 413499 21.14% 2.358%
63 16.417 4672 4689 4700 rBV 277875 443583 22.68% 2.530%
64 16.539 4718 4727 4741 rBV5S 14322 27711 1.42% ©.158%
65 16.648 4742 4761 4781 rVvV2 96996 257999 13.19% 1.472%
66 16.793 4796 4806 4826 rVB2 60995 103224 5.28% ©.589%
67 17.105 4895 4903 4916 rVB4 17347 34387 1.76% ©.196%
68 17.548 5033 5041 5053 rVB2 14196 23994 1.23% 0.137%
Sum of corrected areas: 17532895
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\

: VUe43613.D

: 07 May 2021 15:31
: SY/MD

: M2304-03

: 5.0mL/MSVOA_U/WATER
¢ 15

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

Abundance

1000000

800000

600000

400000

200000

0

TIC: VU043613.D\data.ms

2.629

5.382

5.057 29

5.710

6.256

Time-->

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

Abundance

1000000

800000

600000

400000

200000

TIC: VU043613.D\data.ms

7.906
9.423

10.639

10.491

0
Time-->

— — T . T —T O —
9.00 9.50 10.00

10.50

| /L lO.‘912 ‘

11.00

11.819

12.105

11.648

12.0182.2
=

12.00

115\}6

11.50

Abundance

1000000

800000

600000

400000

200000

TIC: VU043613.D\data.ms

15.024

16.417
16.269

13.00

14.690
. 14.491 || 14.883
1 35 48 5 1
“

15.934.

75 774%%

16. 64

ﬁ .793

17.105 17.54¢

A

13.50

T
14.00

14 50

15 00

15 50

16. OO

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@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.578 36.56 ug/l 512898 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1eH14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 3495 (12.577 min): VU043613.D\data.ms (-3477) (- | m/z 119.00 100.00%
119.0
5000 A ﬂ
134.1 ﬂ
91.0 A e
39.0 65.0 12. 50
e e e e e e m/z 134005 29.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\ ‘ ‘A /\
12. 50
9L.0 134.0 m/z 91.00  18.37%
39.0 65.0 ‘ ‘
H‘1\\5\\()‘\\H‘\H\“‘HHH\H\‘\‘\‘H‘\H‘“‘HH‘\\H‘\H‘H‘\\U\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance /\J\
119.0
v/l |
12.50
5000 m/z 77.00 10.49%
150 390 60
T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #14811: o-Cymene N ‘
119.0 12.50
m/z 117.00 10.39%
5000
134.0
91.0
4\1\0 6a0 L. ‘ Ll
T I L
e e e e e b
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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 2
R.T. EstConc Area Relative to ISTD R.T.
12.690 61.62 ug/l 864508 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 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83
Abundance Scan 3530 (12.690 min): VU043613.D\data.ms (-3518) (- | m/z 116.95 100.00%
117.0
5000
132.0
v =
30.0 63.0 91‘.0 ‘ 12.50 13.00
et el Ml myz 115,00 35.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14031: Indan, 1-methyl-
117.0
5000 1250 ‘Aﬁoo‘
132.0 : :
91.0 m/z 132.00 27.22%
39‘.0 | 65.0 : ‘ L
L | | 1 L | min
H‘\\H‘\H\‘\\H‘\\H‘\H\‘\\\\‘HH‘\\\\‘\H\‘HH’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
b =
12.50 13.00
5000 132.0 m/z 91.00 16.28%
91.0
27.0 510 74.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A}\
Abundance #14069: Benzene, (2-methyl-1-propenyl)- T A ‘ /\
1 101320 12.50 13.00
' m/z 118.00 10.09%
5000
91.0
39.0 65.0 ‘
H%%ﬂuﬂwuJ@Hq“wwMh_‘ﬂwuﬁhu‘wuwwh‘ummuw‘ Co Cp
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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 3 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.979  29.79 ug/l 417984  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, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 3620 (12.979 min): VU043613.D\data.ms (-3600) (- | m/z 119.00 100.00%
119.0
5000 A
91-0 T T T T ‘ T
39.0 65.0 ‘ 135.1 13.00
\\\‘\\\\“‘\\“1‘\“\“\\\‘H‘\\1\‘W\\Mw\\\‘\‘\\\\ m/Z 134.05 45 .44%
miz-> 20 40 60 80 100 120 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 ‘ /\ T
13.00
m/z 91.00 17.19%
39.0 91.0
\1\5‘\.0‘ T \“'\ \“\‘ T ‘6‘?\()\ \‘H‘ T \‘\ T ‘W\ \m‘l T \J-\Tr\’.‘()\ LI
miz-> 20 40 60 80 100 120 140
Abundance
119.0 j\
iy
13.00
5000 m/z 120.00 10.04%
39.0 65.0 91.0 135.0
B B W
miz--> 20 40 60 80 100 120 140 /\
Abundance #14872: Benzene, 1,2,4,5-tetramethyl- Py A
119.0 13.00
m/z 77.00 9.55%
5000
0 650 135. ﬂ
\1\5\'0‘\‘\H“‘\w‘m“\‘uH““Hm“;‘uwuﬁ?‘ouu R \NJ\\\
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@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.462 139.43 ug/l 1956140 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 95
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
Abundance Scan 3770 (13.462 min): VU043613.D\data.ms (-3745) (- | m/z 117.00 100.00%
117.0
5000
132.1
91.0
51.0 ‘ ‘ 13.50
H‘WHH‘HH,HH;‘:uH‘u‘UH,HPw_‘H,m_‘lwulww m/z 132.05  35.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 ’/\
5000 L I
91.0 13.50 .
510 m/z 119.00 32.27%
27.0 | ‘
\\‘H\\‘\\\‘\‘HH’\\H}U\\‘\‘}‘H\\’\\\\‘\H\‘H\\’H\‘H‘\H!‘H\‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
VAN
13.50
5000 m/z 115.00 31.62%
91.0 132.0
39.0 65.0
T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14048: Benzene, 2-butenyl- N ?fA»‘ o s
117.0 13.50
m/z 90.95 19.23%
132.0
5000 91.0
39.0 65.0 ‘
H‘HH_H‘_ku‘wmu‘uuwuwwuwH‘WMH‘HM_HUmHWH & RSN v
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50

82U050621W.M Mon May 10 08:43:35 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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 5 Benzene, (2-methyl-1-butenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.947 29.92 ug/l 419728 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91

Abundance Scan 3921 (13.947 min): VU043613.D\data.ms (-3916) (- | m/z 131.00 100.00%
131.0
5000
115.0
39.0 63.0 M ‘ ‘ 14‘7.0 14.00
\\\\‘\\\\‘\\‘\\“\H\\\‘\\\\“\‘\\\ ‘\‘\‘\‘\‘\\\ m/z 146.05 27.4900
miz--> 20 40 60 80 100 120 140
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0 M
5000 91.0 e
14.00
115.0 m/z 115.80  19.11%
39.0 6?0 M‘ ‘ 147.0
1 11 i | | i iin [Il
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
131.0
14.00
5000 m/z 129.00 13.76%
91.0 115.0
390 640 147.0
B I o
miz--> 20 40 60 80 100 120 140
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —s
131.0 14.00
m/z 91.00 13.67%
5000
115.0
080 mo O T g0
\\\\‘\‘\\\‘\\‘\‘\“\‘\\‘\\\\‘\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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-1,3-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.294 39.02 ug/l 547410 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90
Abundance Scan 4029 (14.294 min): VU043613.D\data.ms (-4011) (- | m/z 131.00 100.00%
131.0
5000
91.0
39.0 649 ‘ 14.00 14.50
L B \“‘\ \“1‘\ “‘\H\ \”\““ bl “‘11\1\ T \M \1\6‘0\0\ 1 m/Z 117.00 34.31%
miz--> 20 40 60 80 100 120 140 160
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 JJ\\M\A L
14.00 14.50
91.0 m/z 146.00  33.72%
39.0
64.0
\\\\‘\‘\ T \“‘\ \“\‘\ ‘W\ T \“ T \‘\ T “\‘]jl\ého‘\‘“‘! T ‘ T \.\ ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance
131.0
—= 4
14.00 14.50
5000 m/z 90.95 27.07%
91.0
15.0 39.0 3.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- b =
131.0 14.00 14.50
m/z 114.95 26.19%
5000
390 g4 910
S I RN I Y N B AR VIS AVA AP A
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_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.690 49.80 ug/l 698708 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 89
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 76
4 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 76
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70

Abundance Scan 4152 (14.690 min): VU043613.D\data.ms (-4135) (- | m/z 131.00 100.00%

131.0
5000
91.0

39.0 630 ‘1601 14.50 15.00
22020690 Tn/z 146.00  52.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
. 14.50 15.00

m/z 118.00  47.65%

WME‘WM“\”“\”“\‘”‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

131.0

14.50 15.00
5000 m/z 114.95  29.66%
39.0 91.0
150 63.0
— T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21644: Benzene, 2-ethenyl-1,3,5-trimethyl- e R
146.0 14.50 15.00

m/z 116.95  29.17%

5000

91‘-0 115.0 \

39.0 650

15.0

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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, 1,2,3,4-tetrah... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.024 52.88 ug/l 741878 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 86
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1000189-31-0 70
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 68

Abundance Scan 4256 (15.024 min): VU043613.D\data.ms (-4243) (- | m/z 130.95 100.00%
130.9
5000
105.0
39.0 770 15.00 |
160.0
el 29T m/z 118,00 68.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5000
15.00

m/z 146.05 61.81%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
15.00
5000 m/z 117.00  42.16%
39.0 91.0
15.0 63.0
I T I B
m/z--> 20 40 60 80 100 120 140 160 180 200 7ﬁv\
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- e ‘
131.0 15.00
m/z 115.00 34.58%
5000 91.0
39.0
65.0
15.0
e ARARmmaEE A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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, 1,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.269  29.47 ug/l 413499 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4643 (16.269 min): VU043613.D\data.ms (-4629) (- | m/z 156.05 100.00%
15

6.1
5000
770 1150

16.00 16.50
39.0 “ \\‘\“ H\ ‘\M

S I s 28 myz 141,00 70.10%

m/z--> 50 100 150 200 250
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0
5000

16.00 16.50
1150 m/z 155.10  36.97%
0 10
——h i‘ \“‘\“H‘\ 4 T \‘“\ U “ B B B B B
miz--> 50 100 150 200 250
Abundance
156.0 A
L T
16.00 16.50
5000 ITI/Z 127.95 18.26%
115.0
77.0
39.0
I T T T T
miz--> 50 100 150 200 250
Abundance #28474: Naphthalene, 1,7-dimethyl- —= —
156.0 16.00 16.50

m/z 115.00 17.03%

5000
115.0
390 77.0 ‘ ‘
L i‘ \‘\ M\H\ Al L \M‘ U ‘

m/z--> 50 100 150 200 250 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@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 15 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, 1,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.417 31.62 ug/l 443583  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
Abundance Scan 4689 (16.417 min): VU043613.D\data.ms (-4672) (- | m/z 156.05 100.00%
156.1
5000
115.0
510 /70 ‘ 16.50
R o W NI i A, ‘M“ e 2088 sz 141.00  79.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0
5000
16.50
115.0 m/z 155.05 31.10%
77.0
270 510 ‘ |
\\\‘\‘\\\“\\“\\“M\\H!“\‘\‘\\“\\\\‘\“\‘\\“‘\\‘ ‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0 A
A
16.50
5000 m/z 114.95 18.94%
115.0
77.0
27.0 510
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28503: Naphthalene, 1,5-dimethyl- —
156.0 16.50
m/z 153.00 17.06%
5000
76.0 115.0
51.0
et Ll el A
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50721\
Data File : VU@43613.D

Acqg On : 07 May 2021 15:31
Operator : SY/MD

Sample : M2304-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 15 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|
Benzene, 2-ethy... 12.578 36.6 ug/l 512898 4 11.819 701497 50.0
Indan, 1-methyl- 12.690 61.6 ug/l 864508 4 11.819 701497 50.0
Benzene, 1,2,3,... 12.979 29.8 ug/l 417984 4 11.819 701497 50.0
Benzene, 2-ethe... 13.462 139.4 ug/l 1956140 4 11.819 701497 50.0
Benzene, (2-met... 13.947 29.9 ug/l 419728 4 11.819 701497 50.0
1H-Indene, 2,3-... 14.294 39.0 wug/l 547410 4 11.819 701497 50.0
Naphthalene, 1,... 14.690 49.8 ug/l 698708 4 11.819 701497 50.0
Naphthalene, 1,... 15.024 52.9 ug/1l 741878 4 11.819 701497 50.0
Naphthalene, 1,... 16.269 29.5 ug/l 413499 4 11.819 701497 50.0
Naphthalene, 1,... 16.417 31.6 wug/l 443583 4 11.819 701497 50.0
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