LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81221\
Data File : VN0O68091.D

Acqg On ¢ 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 11 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\82N072921W.M

Title : SW846 8260

Signal : TIC: VN@68091.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.024 2228 2250 2261 rBV2 245677 592315 8.23% 0.675%
2 8.088 2261 2274 2297 rVB2 428024 983555 13.66% 1.120%
3  8.440 2383 2405 2433 rBV2 278430 644876  8.96%  0.735%
4 8.968 2585 2602 2634 rVB 650038 1367775 18.99%  1.558%
5 9.462 2757 2786 2802 rBV3 54411 125773 1.75% 0.143%

6 10.443 3132 3152 3167 rBV 1088599 2075862 28.83%
7 10.505 3169 3175 3190 rVB 99322 176063 2.44%
8 11.747 3621 3638 3660 rBV 1035927 1883762 26.16%
9 11.849 3661 3676 3697 rVV 651685 1162148 16.14%
10 11.953 3697 3715 3755 rVB 2489851 5025196 69.78%

UL NON
=
N
)]
R

11 12.283 3813 3838 3868 rBV 2443124 4248994 59.01%
12 12.581 3937 3949 3965 rVB 195450 322942  4.48%
13 12.734 3992 4006 4026 rVB 840221 1427035 19.82%
14 12.921 4059 4076 4087 rBV2 362045 620128  8.61%
15 12.986 4087 4100 4108 rBV 2491454 4184755 58.11%

APORFR O P
[e))
N
[e))
B

16 13.061 4120 4128 4144 rVB 1383746 2261975 31.41%
17 13.222 4171 4188 4205 rBV 1970044 3322194 46.13%
18 13.294 4206 4215 4227 rVB8 44076 79439 1.10%
19 13.372 4228 4244 4274 rVB 3787661 6149079 85.39%
20 13.503 4275 4293 4304 rBV2 244542 448914  6.23%

ONOWN
[
O
(]
R

21 13.562 4304 4315 4326 rBV 394128 625297  8.68%
22 13.616 4326 4335 4345 rBV 168873 243838 3.39%
23 13.707 4345 4369 4385 rBV2 2872601 6455337 89.64%
24 13.774 4387 4394 4405 rVB3 64184 97560
25 13.841 4407 4419 4421 rBV2 401929 484186 6.72%

[y
w
U1
R
OONOO
w
v
w
R

26 13.876 4422 4432 4440 rBV3 1527362 2453628 34.07%
27 14.002 4468 4479 4492 rBv4 287053 474756  6.59%
28 14.072 4492 4505 4516 rBV 666803 1089197 15.13%
29 14.134 4516 4528 4533 rVV 640876 993318 13.79%
30 14.160 4534 4538 4549 rVWW 653912 890382 12.36%

PR RPRON
N
N
=
R

31 14.219 4549 4560 4572 rVB 1133929 1715702 23.83%
32 14.281 4572 4583 4590 rBV2 393319 618560  8.59%
33 14.329 4591 4601 4614 rVB3 1330328 2223720 30.88%
34 14.461 4638 4650 4662 rBV2 506508 820596 11.40%
35 14.541 4662 4680 4687 rVV 636194 1083424 15.05%

P ONOR
Ul
w
w
R

36 14.581 4687 4695 4705 rVV 978698 1488491 20.67% 1.696%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81221\
Data File : VN0O68091.D

Acqg On ¢ 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 11 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\82N072921W.M
Title : SW846 8260
37 14.624 4705 4711 4719 rVV2 198455 262947 3.65% 0.300%
38 14.662 4719 4725 4734 rVB3 105666 135645 1.88% 0.155%
39 14.764 4753 4763 4770 rBV3 168468 245914 3.41% 0.280%
40 14.812 4770 4781 4791 rBV2 1114530 1824540 25.34% 2.078%
41 14.933 4807 4826 4840 rBV3 3337151 7201032 100.00%  8.203%
42 15.086 4869 4883 4900 rBV 2684667 4638126 64.41% 5.283%
43 15.198 4901 4925 4932 rBV5 507464 1251718 17.38% 1.426%
44 15.316 4955 4969 4990 rVB4 718672 1713004 23.79%  1.951%
45 15.464 5013 5024 5031 rBV7 81644 165716 2.30% 0.189%
46 15.566 5050 5062 5073 rBV 541000 987453 13.71% 1.125%
47 15.644 5073 5091 5134 rVB4 533796 2163362 30.04% 2.464%
48 15.807 5135 5152 5169 rBvV2 440139 901169 12.51% 1.027%
49 15.984 5204 5218 5220 rBV 362271 523987 7.28% 0.597%
50 16.022 5223 5232 5254 rVB2 1193635 2388325 33.17% 2.721%
51 16.113 5257 5266 5279 rBV5 90525 175414 2.44% 0.200%
52 16.193 5282 5296 5328 rVB3 314408 918307 12.75% 1.046%
53 16.349 5335 5354 5378 rBV3 918527 2049534 28.46% 2.335%
54 16.553 5408 5430 5443 rBV5 310081 787848 10.94% 0.897%
55 16.620 5445 5455 5487 rVB4 216366 595079 8.26% 0.678%

Sum of corrected areas: 87789892
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51

Operator JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@72921W.M
: SW846 8260

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

Abundance TIC: VN068091.D\data.ms

3500000
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2500000
2000000
1500000
1000000

500000

0
Time--> 2

Abundance TIC: VN068091.D\data.ms

3500000
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2500000
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1.8

.505
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ol— — ‘ /K M

T
9.00 9.50
TIC: VNO68091.D\data.ms

9.462

Time-->

Abundance
13.
3500000

3000000

12.986

25000001953 12.283

2000000 13.222
1500000 061

1000000

12.734

500000 12.9

12.581

— B — T
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14.933

(i T \FAT/\\ — 1
Time—>  12.00 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 3
R.T. EstConc Area Relative to ISTD R.T.
12.986 32.41 ug/l 4184760 1,4-Dichlorobenzene-d4 13.678
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 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 4100 (12.986 min): VN068091.D\data.ms (-4087) (-  m/z 105.00 100.00%

105.0
5000
120.1
T
77.0 13.00
39.0 :
b 0 820 WL W 1411 ) 106065 31.17%
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0 M
5000 T T T A
120.0 13.00
m/z 91.00 12.34%
77.0
0 \1\5\-0‘ T \3\9“.0\ T ‘\5\9‘.(‘)\‘\ T \M‘ T \‘1 T ‘M‘\ \‘\H“\ L
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
—
13.00
5000 ITI/Z 77 .00 12.16%
120.0
77.0
39.0
oL 280, Tt A0 b bl
m/z--> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 13.00
m/z 103.00 8.93%
5000
120.0
77.0
270 510 I ‘
o P VYV | PR A
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_N\Data\VN©81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, 1-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.222 25.73 ug/1 3322190 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 4188 (13.222 min): VN068091.D\data.ms (-4171) (- m/z 105.00 100.00%

105.0
5000 N
39.0 & 77.0 J 13.00 13.50
Ol BT UL ) 1320 1451 0 120,10 30.35%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 M
5000 T T T j\ T T T
13.00 13.50
m/z 77.00 12.13%
39.0 77.0 J
0 \\\‘\‘\ T \“‘\ \“1‘5\9‘.9\ T \“"\\‘1 T “‘\‘\ \;I\-“\.\ LA
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 91.00 11.94%
79.0
39. O
m/z--> 20 40 60 80 100 120 140 160
Abundance #10694: Mesitylene T I
105.0 13.00 13.50
m/z 103.00 9.11%
5000
77.0
39.0
old50  TIT2%0 bl 2o
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, cyclopropyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.876 19.00 ug/l 2453630 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 62
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 58

Abundance Scan 4432 (13.876 min): VN068091.D\data.ms (-4422) (- m/z 117.00 100.00%
117.0

- M
91.0 T P
39.0 63.0 ‘ 134.1 13.50 14.00
0t L bl AL myz 118,00 54.07%
m/z--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 T — il
91.0 13.50 14.00
51.0 m/z 105.00 45.62%
O\\\\‘Z\K}.O\\“‘\\““H m‘\\”\“‘\\\\“\\\\‘\\
m/z--> 20 40 80 100 120 140
Abundance #10179. Indane
117.0
13.50 14.00
5000 m/z 115.00 34.89%
39.0 g 91.0 ‘
olsow\hm
m/z--> 20 40 60 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0 13.50 14.00
m/z 91.00 18.76%
5000 91.0
39.0 65.0
m/z--> 20 40 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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-methyl-1-propen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.329 17.22 ug/1 2223720 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 74
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 72
5 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 68
Abundance Scan 4601 (14.329 min): VN068091.D\data.ms (-4591) (-  m/z 117.00 100.00%
11y.0
5000
91.0
39.0 630 ‘ 1481 14.00 14.50
0 e bl W W ST myz 115.00 35.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
5000 AL SAVAR
91.0 14.00 14.50
m/z 119.10  31.95%
39.0 65.0
O\\\.‘\‘\\\“‘\\“\“\“H‘\\\H’\\“}\‘H\‘\\ 4\..(‘)\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
= A
14.00 14.50
5000 m/z 132.05 26.17%
39.0 65.0 910
] N N I N AU | R 2 M
miz--> 20 40 60 80 100 120 140 160
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)- — —
117.0 14.00 14.50
m/z 91.00 18.47%
5000
91.0
39.0 65.0
0 }Sg‘h“«“m“ﬁ‘wmh‘ﬂl“ e ey R
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_N\Data\VN©81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 10
R.T. EstConc Area Relative to ISTD R.T.
14.812 14.13 ug/l 1824540 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 90
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 90
Abundance Scan 4781 (14.812 min): VN068091.D\data.ms (-4770) (- m/z 117.00 100.00%
11y7.0
5000 /\
= —
510 91‘-0 ‘ ‘ e 14.50 15.00
O bl el 3482078 130,05 37.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 e Jk -
91.0 14.50 15.00 .
51.0 m/z 115.00  28.33%
2707 ‘
0 \\\‘\\\\“’H\ \‘U\““U\\N‘h‘\\H\‘M\\\“\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
. —
14.50 15.00
5000 m/z 131.00 20.47%
91.0
51.0
o 20 e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene — e
117.0 14.50 15.00
m/z 91.00 14.45%
5000
91.0
39.0 g5 ‘ ‘
O\H‘\‘\H‘,\\“1‘\“1‘”1““H‘m“‘1‘\\H‘\1“\‘\‘mwm‘mwm\ — =
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_N\Data\VN©81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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-5-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.933 55.78 ug/1l 7201030 1,4-Dichlorobenzene-d4 13.678
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 C10H12 000874-35-1 91
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1OH12 002039-90-9 90
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
Abundance Scan 4826 (14.933 min): VN068091.D\data.ms (-4807) (-  m/z 116.95 100.00%
11y7.0
5000
91.0
39.0 65.0 ‘ m ‘1481 2081 15.00
0 bbb Ml 222081 m/z 132.85  38.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ‘ J\ T
91.0 15.00
51.0 m/z 114.95 30.66%
2707 ‘ ‘
O\\\‘\\\\’\\‘U\““U\\h\‘\\\\“H\\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
15.00
5000 m/z 131.00 18.71%
39.0 g50 910 ‘
0 H‘“\Hh‘ﬂwwm"M"“_“1_$4“H“‘H““H“‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0 15.00
m/z 91.00 15.55%
5000 91.0
39.0 650 ‘
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_N\Data\VN©81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.086 35.92 ug/l 4638130 1,4-Dichlorobenzene-d4 13.678
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 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 38
4 Acetic acid, 2-phenylethyl ester 164 C1OH1202 000103-45-7 38
5 Benzene, cyclobutyl- 132 C10H12 004392-30-7 37
Abundance Scan 4883 (15.086 min): VN068091.D\data.ms (-4869) (-  m/z 104.00 100.00%
104.0
5000 132.0
S
o‘“_"ﬂ‘wamuw_w:WM‘J‘ANM‘H‘FE§4W“H%9?Q m/z 132.00  47.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
15.00

m/z 91.00 42.27%

270 51.0 78.0 H ‘
\\\‘\‘\\\“\\““\“‘H\\\H‘\\‘\‘\“H\\1‘\‘1‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0
)

o

15.00
5000 132.0 m/z 115.00  18.02%
51.0 8.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64672: 3(2H)-Furanone, dihydro-2,2-dimethyl-5-phenyl- — ‘
104.0 15.00

m/z 117.00  14.24%

5000
430 780
o T, 1| 1320 162.0 1900
at

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_N\Data\VNe81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51

Operator JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@72921W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.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 8

R.T. EstConc Area Relative to ISTD R.T.
15.644 16.76 ug/l 2163368  1,4-Dichlorobenzene-dd  13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 ClIH14 001559-81-5 95
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94

3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14

004175-53-5 90
017059-48-2 90
020836-11-7 90

Abundance Scan 5091 (15.644 min): VN068091.D\data.ms (-5073) (-  m/z 131.00 100.00%

131.0
5000
15.50 16.00
39.0 64.9 ‘ ‘
owmWm‘wmwHH"HIH‘HM“‘1‘5‘?9”_”‘2‘97-‘9 m/z 146.05  29.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 M L S
15.50 16.00
91.0 m/z 91.00 19.13%
39.0 ‘
O\‘\\\\“\\‘\\6“51‘\0\\“\\\\“1‘\\‘1”‘\‘“‘!\‘\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
T Y
15.50 16.00
5000 91.0 m/z 115.00  18.90%
650
039,0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- = AR
131.0 15.50 16.00
m/z 117.00 17.56%
5000
91.0
39.0
64.0 ‘ ‘
ST P VN N Y M BNLEWIAT
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00

82N072921W.M Fri Aug 13 18:00:11 2021

Page:

11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 2,3,4,5,6,7-Hexahydro-1H-cy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.022 18.50 ug/l 2388330 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 86
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 83
3 Benzene, (1-methylenebutyl)- 146 C1l1H14 005676-32-4 83
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64
Abundance Scan 5232 (16.022 min): VN068091.D\data.ms (-5223) (-  m/z 118.00 100.00%
118.0
146.1
5000
910 IVANBERDLE ‘
39.0 650 | | 16.00
O i il J el A74L 2090 ) 146,05 60.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler
146.0
118.0
5000
16.00
91.0 m/z 131.05 57.33%
39.0 65.0 ‘
0 \\\‘\‘\\\“‘\\‘\‘\“}“\‘\\M"\\‘}\‘H‘\\ \‘”MH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
16.00
5000 91.0 m/z 117.00 52.78%
39.0 65.0 ‘
o“w‘H‘M‘MWWMMWumﬂw‘m‘m‘whu‘u‘w‘u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24993: Benzene, (1-methylenebutyl)- s ‘
118.0 16.00
m/z 105.00  35.57%
5000
91.0
51.0
27.0 ‘1460
0! R e =
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©81221\
Data File : VN@68091.D

Acqg On : 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.349 15.87 ug/l 2049530 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 70
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14 000769-57-3 60

Abundance Scan 5354 (16.349 min): VN068091.D\data.ms (-5335) (-  m/z 131.05 100.00%

131.1
5000
105.0
39.0 77.0 16.0016.2016.4016.60
RN N 1601 208.0 P
ol v e b gl rll e m/z 118.00  69.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 L L L B R L BB LA
16.0016.2016.4016.60
m/z 146.00 63.64%
O' ‘\‘“J\“f“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.0016.2016.4016.60
5000 m/z 117.00 40.71%
39.0 91.0
15.0 63.0
0! _Jw‘m _‘“J‘_“wwwwu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- T T
146.0 16.0016.2016.4016.60
m/z 115.00 32.91%
5000 118.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81221\
Data File : VNO68091.D

Acqg On ¢ 12 Aug 2021 15:51
Operator : JC/MD

Sample : M3360-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72921W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1-ethy... 12.986 32.4 ug/l 4184760 4 13.678 6455340 50.0
Benzene, 1l-ethy... 13.222 25.7 wug/l 3322190 4 13.678 6455340 50.0
Benzene, cyclop... 13.876 19.0 ug/l 2453630 4 13.678 6455340 50.0
Benzene, (2-met... 14.329 17.2 ug/l 2223720 4 13.678 6455340 50.0
Benzene, 2-ethe... 14.812 14.1 wug/l 1824540 4 13.678 6455340 50.0
1H-Indene, 2,3-... 14.933 55.8 wug/l 7201030 4 13.678 6455340 50.0
Naphthalene, 1,... 15.086 35.9 ug/l 4638130 4 13.678 6455340 50.0
Naphthalene, 1,... 15.644 16.8 wug/l 2163360 4 13.678 6455340 50.0
2,3,4,5,6,7-Hex... 16.022 18.5 wug/l 2388330 4 13.678 6455340 50.0
Naphthalene, 1,... 16.349 15.9 wug/l 2049530 4 13.678 6455340 50.0
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