LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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@43687.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.761 431 442 460 rBV 6884 13392 1.51% 0.132%
2 5.298 1215 1231 1244 rBV 138283 295101 33.17% 2.917%
3 5.382 1244 1257 1275 rVB 191220 389554 43.79% 3.851%
4 5.710 1344 1359 1377 rBV 170581 339078 38.12%  3.352%
5 6.256 1515 1529 1550 rBV 310965 579231 65.11% 5.726%
6 7.906 2017 2042 2060 rBV 520608 889600 100.00%  8.794%
7 8.250 2136 2149 2159 rVB4 8523 15172 1.71% 0.150%
8 9.423 2499 2514 2532 rBV 453012 729530 82.01% 7.212%
9 9.517 2535 2543 2553 rVB3 8290 13954 1.57% 0.138%
10 9.697 2589 2599 2611 rVB9 4560 9060 1.02% 0.090%
11 10.279 2774 2780 2791 rVB2 6157 9426 1.06% ©0.093%
12 10.491 2835 2846 2856 rBV2 12355 18079 2.03% 0.179%
13 10.639 2879 2892 2905 rBV 377981 583438 65.58% 5.767%
14 11.427 3128 3137 3144 rBV 6668 9291 1.04% 0.092%
15 11.616 3186 3196 3200 rBV 19645 29141 3.28% 0.288%
16 11.648 3200 3206 3218 rVB 47743 73297 8.24% 0.725%
17 11.819 3246 3259 3276 rBV 447811 709853 79.79% 7.017%
18 12.015 3311 3320 3330 rBV2 14665 20766  2.33% 0.205%
19 12.105 3338 3348 3358 rVB2 45090 69466 7.81% 0.687%
20 12.189 3364 3374 3389 rVB 57692 91221 10.25% 0.902%
21 12.308 3399 3411 3423 rVB2 18411 27514 3.09% 0.272%
22 12.574 3475 3494 3499 rBV6 7879 22902 2.57% 0.226%
23 12.619 3499 3508 3519 rVV 80876 131968 14.83%  1.305%
24 12.687 3519 3529 3548 rVW 142220 268535 30.19% 2.655%
25 12.767 3548 3554 3569 rVV2 12465 20326  2.28% 0.201%
26 12.870 3569 3586 3596 rVB3 43954 78626 8.84% 0.777%
27 12.947 3601 3610 3613 rVV3 16939 23508 2.64% 0.232%
28 12.980 3614 3620 3635 rVB2 40597 65737 7.39% 0.650%
29 13.121 3652 3664 3674 rBV2 31435 52083 5.85% 0.515%
30 13.208 3681 3691 3693 rBvV3 7675 11041 1.24% 0.109%

31 13.256 3695 3706 3713 rVWV 59949 105667 11.88%

1.
32 13.301 3713 3720 3726 rVWV 64624 102296 11.50% 1.011%
33 13.333 3727 3730 3744 rVV2 31808 40469 4.55%  0.400%
34 13.417 3744 3756 3760 rVWV5 8712 16760 1.88% 0.166%
35 13.459 3761 3769 3782 rVv4 56318 99640 11.20%  0.985%
36 13.536 3783 3793 3801 rvv4 26915 46191 5.19% 0.457%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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 13.597 3805 3812 3817 rvv3 9894 16764 1.88% 0.166%
38 13.632 3817 3823 3838 rvB4 17143 30277 3.40%  0.299%
39 13.748 3848 3859 3864 rBV6 15984 28953 3.25% 0.286%
40 13.793 3865 3873 3881 rVV2 42919 76284 8.58% 0.754%
41 13.844 3881 3889 3896 rVv3 57361 93893 10.55% ©.928%
42 13.893 3896 3904 3905 rVvv2 46521 57804 6.50% 0.571%
43 13.918 3907 3912 3916 rVV 77655 115514 12.98% 1.142%
44 13.947 3916 3921 3945 rVB2 100853 207789 23.36% 2.054%
45 14.066 3945 3958 3966 rBV3 20970 39263 4.41% 0.388%
46 14.124 3968 3976 3988 rVV6 19527 41151 4.63% 0.407%
47 14.198 3988 3999 4011 rVB 219198 343988 38.67%  3.400%
48 14.291 4011 4028 4040 rBV 261815 448203 50.38% 4.431%
49 14.352 4040 4047 4057 rVWW4 26564 48734 5.48% 0.482%
50 14.401 4058 4062 4070 rVB3 8377 11278 1.27% 0.111%
51 14.491 4079 4090 4097 rBV 78487 130778 14.70%  1.293%
52 14.674 4137 4147 4172 rBvV3 96560 213373 23.99% 2.109%
53 14.815 4182 4191 4201 rBV2 67754 103061 11.59% 1.019%
54 14.883 4202 4212 4224 rVB2 114787 196141 22.05% 1.939%
55 14.947 4224 4232 4243 rVB4 17851 30799 3.46% 0.304%
56 15.024 4243 4256 4269 rBV2 137715 254906 28.65% 2.520%
57 15.086 4270 4275 4289 rVB3 18671 31222 3.51% 0.309%
58 15.176 4291 4303 4304 rBV3 26492 34663 3.90% 0.343%
59 15.205 4306 4312 4317 rBv2 35682 47507 5.34% 0.470%
60 15.278 4327 4335 4349 rVB4 74051 131021 14.73% 1.295%
61 15.356 4350 4359 4366 rVV5 15043 24316 2.73% 0.240%
62 15.417 4367 4378 4389 rVvV2 237559 415665 46.72% 4.109%
63 15.475 4390 4396 4401 rVV5 37909 62565 7.03% 0.618%
64 15.510 4402 4407 4418 rVW4 34250 55246 6.21% 0.546%
65 15.600 4418 4435 4445 rVB7 26139 63182 7.10% 0.625%
66 15.738 4470 4478 4483 rBv4 17967 27310 3.07% 0.270%
67 15.931 4519 4538 4555 rBV5 65313 163137 18.34% 1.613%
68 16.021 4557 4566 4580 rVB3 34939 59652 6.71% 0.590%
69 16.156 4600 4608 4612 rBVS5 11500 16285 1.83% 0.161%
70 16.192 4612 4619 4628 rVB 25328 39144 4.40% 0.387%
71 16.272 4636 4644 4649 rBV2 14421 21331 2.40% 0.211%
72 16.317 4651 4658 4671 rVB7 27441 50817 5.71% 0.502%
73 16.417 4679 4689 4698 rBV 77441 120486 13.54% 1.191%
74 16.532 4717 4725 4738 rBV3 9817 21258 2.39% 0.210%
75 16.616 4743 4751 4756 rVV2 32195 53437 6.01% 0.528%
76 16.651 4757 4762 4777 rVB2 42304 68984 7.75% 0.682%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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

77 16.793 4796 4806 4813 rBV2 32280 49231 5.53% 0.487%

78 17.102 4888 4902 4914 rVBS 12580 27390 3.08% 0.271%

79 17.278 4949 4957 4969 rVvVv9 7726 15697 1.76% 0.155%

80 17.336 4969 4975 4984 rVwV7 5456 9039 1.02% 0.089%

81 17.548 5034 5041 5051 rVB3 11313 17593 1.98% 0.174%
Sum of corrected areas: 10116044
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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@51221\

: VUe43687.D

: 12 May 2021 18:57

: SY/MD

: M2365-03

: 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

Abundance
500000

400000

300000

TIC: VU043687.D\data.ms

6.256

200000 5.382

100000

Time-->
Abundance

500000

400000

300000

200000

100000

5.710
5.29

2.761

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

TIC: VU043687.D\data.ms
7.906

9.423 11.819

10.639

0
Time-->
Abundance

500000

400000

300000

200000

100000

11.648|| 1240k
8.250 5179.607 10.2780.49 11.42"7%(16 12.0 ﬁ

—T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: VU043687.D\data.ms

82U050621W.M

13.50 14.50 0 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@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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 Benzene, (2-methylcycloprop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.619 9.30 ug/l 131968 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 94
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 93
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 93
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 93
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 91

Abundance Scan 3508 (12.619 min): VU043687.D\data.ms (-3499) (-  m/z 117.00 100.00%

117.0
5000 132.0
91.0
39.0 65.0 ‘ ‘ 1250 1300
oH_m_m_H“_H‘H:um‘t‘wmu‘\_‘H‘WH‘MmW!lw!‘}“”w m/z 132.00  48.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117.0
5000 132.0
1250 1300
91.0
m/z 115.00 41.21%
51.0
OH‘\H\‘HH‘9\\“HHN\\H‘\\‘\\Tﬁ\?‘\\H“\\H‘MH‘\H!‘H\‘M\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117.0
Ao VA
12.50 13.00
5000 132.0 m/z 91.00 20.47%
91.0
27.0
0‘wHH‘HNMHJ_HJMHWMM_wﬁ_HJNHWM‘WHM_HNLHW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬁm
Abundance #14070: Benzene, (2rnethy|1[w0peny0
17.0 1250 1300
m/z 131.00 17.40%
132.0
5000 91.0
39.0 65.0 j
oHﬁﬁﬂuﬂ‘waHAMH‘MH_Mmu‘ﬁuuuwwulwuwmuwu — AﬂUm e
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@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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 4
R.T. EstConc Area Relative to ISTD R.T.
12.687 18.91 ug/l 268535 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 3529 (12.687 min): VU043687.D\data.ms (-3519) (-  m/z 117.00 100.00%

117.0
5000
132.0
51.0 73, 970 ‘ 1250 1300
Ob e 38 bl P30kl m/z 115,00 37.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14031: Indan, 1-methyl-
117.0
o0 e
132.0 : :
910 m/z 132.00 27.23%
39.0 65.0 " ‘
OH‘\H\‘HH‘\\H“\H\“HH“\‘H\\‘HH‘HH‘\H\‘HH’HH‘H\}“‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
SN 12 VR | W
12.50 13.00
5000 132.0 m/z 91.00 15.69%
91.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 N\ A
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.01320 1250 1300
' m/z 118.00 10.01%
5000
39.0 65.0 ‘ NA
ok 250 e e Wl UL A
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@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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 3 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.947 14.64 ug/l 207789 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90

Abundance Scan 3921 (13.947 min): VU043687.D\data.ms (-3916) (-  m/z 131.00 100.00%
131.0

5000

91.0 A‘

39.0 64.8 14.00
I e IR -~ \"(“)\LM\“ L2621 /7 146.05  28.88%

m/z--> 20 40 60 80 100 120 140 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
L

5000
14.00
m/z 115.00  19.35%

39.0 640 91.0 (L
O+ T \‘\ T \“‘\ \“1‘\ “1"\ 4 \“ T \‘\ T “\‘1\174\.(‘)\ ‘U‘! T ‘1‘\ \9\.0\’ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
L
T T

14.00
5000 m/z 116.00 14.81%
91.0
51.0 ‘
0 \H‘\\\\‘\Jh‘W\\NW\HM‘W\\M‘NWL‘JM\\,\\
miz--> 20 40 60 80 100 120 140 160 A
Abundance #21623: Benzene, (1-methyl-1-butenyl)- A -
131.0 14.00

m/z 129.00 14.51%

91.0
5000
70 . 510 M
- \\;\ 740 | 41440 I MA AT A

m/z--> 20 40 60 80 100 120 140 160 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.198 24.23 ug/l 343988 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 94
2 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 70
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10OH100 000530-93-8 62
4 2-Methylbenzyl cyanide 131 CY9HSN 022364-68-7 43
5 Benzenemethanimine, .alpha.-(1,1... 161 C11H15N 033611-54-0 35
Abundance Scan 3999 (14.198 min): VU043687.D\data.ms (-3988) (-  m/z 103.95 100.00%
104.0
5000 146.0
8.0 P e
39‘0 574 1 | mlzﬂ}o 14.00 14.50 o
0 e Pl il Ml m/z 146.00  43.90%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #21665: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 M : ‘ /\\j\
14.00 14.50
39.0 m/z 90.95 34.10%
78.0
15.0 }
O\‘\\\1‘\““\\““”\“\\‘ \\\H‘\\‘}\“\\“‘12T\\’\“\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #21587: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro-
104.0
e e
14.00 14.50
5000 146.0 m/z 130.95 22.15%
39.0 58.0 78.0
ol bade b L lzze
miz--> 0 20 40 60 80 100 120 140 160
Abundance #21568: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0 14.00 14.50
m/z 115.00 21.99%
146.0
5000
78.0
39.0
o150 %0880 17 | Jaoro | kA AUl
m/z--> 0 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@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57

Operator : SY/MD

Sample : M2365-03

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, (3-methyl-2-butenyl)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.291 31.57 ug/l 448203 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 95
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 91
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91

Abundance Scan 4028 (14.291 min): VU043687.D\data.ms (-4011) (-
1

31.0

m/z 131.00 100.00%

5000
91.0
39.0 63.0 ‘ 160.0 14.00 14.50
) NS PR Y M A el 920 m/z 146,00 33.96%
miz--> 20 60 80 100 120 140 160
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131.0
AL
5000 RN L
14.00 14. 50
m/z 117.00 %
41.0 65.0
9
O T T ‘ \‘\ T \“‘\ \“\“\“h“h\ \““ T \‘1 T ‘%p\ \QE‘ \‘M T ‘ \H\ T ‘ L
miz-> 20 60 80 100 120 140 160
Abundance  #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 AA
1400 1450
5000 ITI/Z 115.00 26.00%
91.0
15.0 39.0 630 ‘
Y P O RN RO N N . . O N
miz-> 20 60 80 100 120 140 160 M
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- —r e
131.0 14.00 14.50
m/z 91.00 25.46%
5000
390 g4 910
O\\\\‘J\H‘W\W\‘M\H‘\\L\‘}Hﬁ \M!\}mgq‘\\\ = =
m/z--> 20 60 80 100 120 140 160 14.00 14.50

82U050621W.M Thu May 13 18:38:49 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57

Operator : SY/MD

Sample : M2365-03

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
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 6 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.674 15.03 ug/l 213373  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,2-dimet... 146
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146
3 Benzene, (1-methyl-1-butenyl)- 146
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146

C1l1H14
C1l1H14
C11H14
C11H14
C1l1H14

Abundance Scan 4147 (14.674 min): VU043687.D\data.ms (-4137) (-
1

31.0

017057-82-8 93
006682-71-9 93
053172-84-2 87
001075-22-5 83
017059-48-2 81

m/z 131.00 100.00%

5000
509 710 10 ‘ JJI 1601 14.50 15.00
Obrrr el el el M L. : LK fr  m/z 146.00  30.34%
miz--> 20 60 80 100 120 140 160
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0 AW
5000 7 MJ\MA 1
14.50 15.00
390 91.0 m/z 115.00 21.65%
0 630 ‘
O‘“‘“““““““““““““\‘1“4‘ w\g.o’
m/z--> 20 40 60 80 100 120 140 160
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
=l s
14.50 15.00
5000 128.00  18.67%
39.0
63.0
Ob bbb T L2030 I 2§90
miz-> 20 60 80 100 120 140 160
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131.0 1450 1500
m/z 129.00 18.31%
91.0
5000
70 ) g |
P T = S L
m/z--> 20 40 O 80 100 120 140 160 14.50 15.00

82U050621W.M Thu May 13 18:38:50 2021

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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.
14.883 13.82 ug/l 196141 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 76
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 76
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 62
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 58

Abundance Scan 4212 (14.883 min): VU043687.D\data.ms (-4202) (-  m/z 131.00 100.00%

131.0
5000
— e
390 g50 | ‘ m 160.1 14.50 15.00
Ot e b b 2088 1o 145 00 44.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 &‘ : VAR
14.50 15.00
39.0 m/z 146.00  37.32%
Om
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2- dnnethyll propenyl)-
131.
Al )
14.50 15.00
5000 91.0 m/z 115.00 23.89%
39.0 65.0
IS o 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21623: Benzene, (1-methyl-1-butenyl)- - —7
131.0 14.50 15.00
m/z 129.00 22.40%
91.0
5000
27.0 ‘ H
o‘HwHH“M‘H“p‘:“uw_MW‘HMHW‘Wwwww = A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82U050621W.M Thu May 13 18:38:51 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57

Operator : SY/MD

Sample : M2365-03

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
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 5

R.T. EstConc Area Relative to ISTD R.T.
15.024  17.95 ug/1 254906 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 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 74
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 60
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 53

Abundance Scan 4256 (15.024 min): VU043687.D\data.ms (-4243) (-
131.0

m/z 131.00 100.00%

5000
105.0
T \
4 77‘ © ‘ 160.1 15.00
0l ‘ : ‘d? T Y m/z 118.00  63.49%
miz--> 20 100 120 140 160
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 JkK
5000 - /ﬂ
39.0 91.0 1500
15.0 63.0 L m/z 146.05  58.93%
0! ’\\“\\“‘\\\ ‘\““!\‘1\\8.\0\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
L AT
1500
5000 ITI/Z 117.00 39.85%
390 91.0
15.0 ‘ 63.0 L
O W = 7T
miz--> 20 40 60 80 100 120 140 160 M MM
Abundance #21577: 2-Propyn-1-ol, 3-(4-methylphenyl)- — e
146.0 15.00
m/z 114.95 36.32%
5000 115.0
85.0
63.0
0 | NS
m/z--> 20 40 60 80 100 120 140 160 15.00

82U050621W.M Thu May 13 18:38:51 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.417 29.28 ug/l 415665 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 94
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 93
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 64

Abundance Scan 4378 (15.417 min): VUO43687 D\data.ms (-4367) (- m/z 142.00 100.00%

b.0
5000 115.0

63.0 15 50
39.0 89.0
Ob e bt i | 1720 2069 1 141 00 92.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000
115.0 15.50

m/z 115.00 40.41%

71.
‘\\\\‘\59\\“‘\\“\\O‘\9\2\\‘\\\\‘\\\\“‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0

o

1550
m/z 142.95 12.13%
5000 115.0
39.0 799, 890 I
0 Frrr e et et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19230: Benzocycloheptatriene
141.0 1550

m/z 139.00 11.87%

5000
115.0
3%0 6ﬁ0 89.0
0 Uty whm‘\\\\’\\\\‘\m\ —

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

82U050621W.M Thu May 13 18:38:52 2021 Page: 13



Data Path :

Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier:

Quant Method

Quant Title : SW846 8260

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\

1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

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

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 Benzene, 1,3,5-trimethyl-2-...

R.T. EstConc Area
15.931 11.49 ug/1l 163137
Hit# of 5 Tentative ID

Concentration Rank 9

Relative to ISTD R.T.

1,4-Dichlorobenzene-d4

11.819

1 Benzene, 1,3,5-trimethyl-2-(1-me...
2 Naphthalene, 1,2,3,4-tetrahydro-..
3 Benzene, 1-(2-butenyl)-2,3-dimet...
4 Naphthalene, 1,2,3,4-tetrahydro-...
5 Naphthalene, 1,2,3,4-tetrahydro-...

160 C12H16
. 160 C12H16
160 C12H16
160 C12H16
160 C12H16

Abundance Scan 4538 (15.931 min): VU043687.D\data.ms (-4519) (-

014679-13-1 91
004175-54-6 86
054340-85-1 68
021564-91-0 64
001076-61-5 64

m/z 145.00 100.00%

145.0
5000
115.0 ) s
51.0 77.0 1600
Okt WM LJAT2 20690 160 10 35.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 L
1600
1050 m/z 130.00 34.81%
o 70 T |
O\\\\‘\\\\“‘\\‘\\‘w‘\\\‘”’\\‘\\‘\\\\“i\\\\“u\\\‘ \\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
o e
16.00
115.0
150 39.0 630 910
0! \HJH\\H\\_\\W\H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30890: Benzene, 1-(2- butenyl)—2 3-dimethyl-
45.0 1600
m/z 127.9 25.44%
5000
91.0 1150
39.0 ‘
oHlﬁ?”HMM‘MMG‘HH,‘m‘u“”MAHHpw‘m_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200 1600

82U050621W.M Thu May 13 18:38:53 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51221\
Data File : VU@43687.D

Acqg On : 12 May 2021 18:57
Operator : SY/MD

Sample : M2365-03

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|
Benzene, (2-met... 12.619 9.3 ug/l 131968 4 11.819 709853 50.0
Indan, 1-methyl- 12.687 18.9 ug/l 268535 4 11.819 709853 50.0
1H-Indene, 2,3-... 13.947 14.6 ug/l 207789 4 11.819 709853 50.0
Naphthalene, 1,... 14.198 24.2 ug/l 343988 4 11.819 709853 50.0
Benzene, (3-met... 14.291 31.6 ug/l 448203 4 11.819 709853 50.0
1H-Indene, 2,3-... 14.674 15.0 ug/l 213373 4 11.819 709853 50.0
Benzene, (1,2-d... 14.883 13.8 ug/l 196141 4 11.819 709853 50.0
Naphthalene, 1,... 15.024 17.9 ug/l 254906 4 11.819 709853 50.0
Naphthalene, 1-... 15.417 29.3 ug/l 415665 4 11.819 709853 50.0
Benzene, 1,3,5-... 15.931 11.5 ug/l 163137 4 11.819 709853 50.0
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