LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N110921W.M

Title : SW846 8260

Signal : TIC: VN@69673.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.150 1900 1924 1954 rVB4 146614 438227 1.69% 0.160%
2 8.024 2228 2250 2260 rBV 1068089 2562351 9.90% 0.938%
3 8.088 2261 2274 2298 rVB3 2539361 6096604 23.55% @ 2.232%
4  8.442 2387 2406 2435 rVV4 1558184 4523485 17.47% 1.656%
5 8.571 2439 2454 2468 rVV6 177171 467685 1.81% 0.171%

6 8.643 2469 2481 2492 rVW4 157641 357736 1.38%
7 8.708 2492 2505 2531 rVB3 229974 526488 2.03%
8 8.968 2580 2602 2641 rBV 3170411 6724520 25.97%
9 9.459 2750 2785 2826 rBV 2785201 6368539 24.60%

9.641 2838 2853 2868 rBV3 164123 318540 1.23%

ONNO O
N
o))
N
R

11 9.872 2929 2939 2957 rVB4 145955 294540 1.14%
12 10.204 3047 3063 3077 rBV6 152479 372927 1.44%
13 10.440 3133 3151 3186 rBV 6031312 12377515 47.80%

OCO0OPOO®
w1
w
=
R

14 10.609 3202 3214 3240 rVB6 467959 1220748 4.71% 447%
15 10.781 3264 3278 3295 rVB2 996982 1907855 7.37% 698%
16 10.875 3296 3313 3328 rBV4 583747 1193265 4.61% 0.437%
17 11.140 3394 3412 3431 rVB9 73565 269170 1.04% ©.099%
18 11.223 3432 3443 3448 rBV3 197387 324568 1.25% ©.119%
19 11.293 3449 3469 3479 rVV2 1910292 4124935 15.93% 1.510%
20 11.347 3479 3489 3501 rVV 1102854 1974352 7.63% 0.723%
21 11.400 3501 3509 3517 rVVv2 187173 288266 1.11% ©.106%
22 11.451 3518 3528 3539 rVB6 228155 390918 1.51% 0.143%
23 11.551 3556 3565 3583 rVB2 513439 961498 3.71% 0.352%
24 11.628 3584 3594 3601 rBV3 186173 303596 1.17% 0.111%
25 11.744 3622 3637 3656 rBV 4950818 9100818 35.15%  3.332%

26 11.838 3661 3672 3682 rBV2 1306156 2186707  8.45%
27 11.931 3697 3707 3716 rBV8 205795 468040
28 11.990 3718 3729 3756 rVB3 1545337 4515841 17.44%
29 12.154 3778 3790 3809 rVB2 550315 1120648 4.33%
30 12.253 3811 3827 3841 rBV2 1205094 2950737 11.40%

[N
o]
[y
B
P oORrRP OO
o))
v
w
R

31 12.417 3878 3888 3890 rBv4 471164 582442 2.25%
32 12.454 3892 3902 3912 rVv2 1912883 3366342 13.00%
33 12.578 3936 3948 3970 rVB 8302275 14111314 54.50%
34 12.731 3992 4005 4022 rBV 4057933 7058328 27.26%
35 12.808 4023 4034 4046 rBV2 900110 1560929 6.03%

oONUVEFE O
=
(o))
o))
B

36 12.918 4058 4075 4089 rBV 9909877 17597095 67.96% 6.442%
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LsC

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09

Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1
Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering:
Min Area:
Max Peaks:
Peak Location:

Area Percent Report

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title . SW846 8260

37 12.980 4091 4098 4107 rVB3 439990
38 13.058 4116 4127 4140 rVB 2828132
39 13.219 4171 4187 4202 rBV3 537045
40 13.291 4203 4214 4217 rBV5 916009

41 13.366 4232 4242 4265 rVB 6884255
42 13.498 4275 4291 4303 rBV3 3620286
43 13.559 4304 4314 4325 rVB4 815267
44 13.675 4344 4357 4362 rBV 4567262
45 13.771 4382 4393 4404 rVB 2142411

46 13.836 4405 4417 4423 rBV 4517526
47 13.876 4424 4432 4443 rVB 8212289
48 14.002 4467 4479 4492 rVB2 3049502
49 14.069 4495 4504 4514 rVB 719284
50 14.131 4518 4527 4532 rBV 769858

51 14.217 4547 4559 4571 rBV 10059173
52 14.278 4571 4582 4589 rVV 3514771
53 14.326 4590 4600 4613 rVB3 9328604
54 14.463 4639 4651 4660 rBV3 1790834
55 14.538 4661 4679 4689 rBV 5222382

56 14.619 4703 4709 4717 rVB2 412647
57 14.662 4718 4725 4729 rBV2 225123
58 14.761 4751 4762 4771 rVB4 709824
59 14.809 4771 4780 4791 rBV2 1130190
60 14.916 4805 4820 4838 rBV3 12671526

61 14.984 4839 4845 4860 rVB4 391446
62 15.083 4872 4882 4895 rVB 860543
63 15.195 4916 4924 4931 rVV5 392313
64 15.236 4933 4939 4950 rVV 532040
65 15.311 4954 4967 4982 rVB3 943065

66 15.450 5011 5019 5027 rBV 188946
67 15.504 5027 5039 5054 rVB2 1332377

Sum of corrected areas:

82N110921W.M Wed Dec 01 18:33:40 2021

600283
4727646
1412582
1326676

11514550
7474047
1493301
7584274
3293715

7015325
12872106
4936543
1060464
1133670

15726465
5682512
15975929
2886506
9138480

503906

286460
1213002
1876965
25892656

741633
1403595
596532
769516
2255709

293716
2478329

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M

2.32% ©0.220%
18.26% 1.731%
5.46% 0.517%
5.12% ©.486%
44.47%  4.215%
28.87% 2.736%
5.77% ©.547%
29.29%  2.776%
12.72%  1.206%
27.09%  2.568%
49.71%  4.712%
19.07% 1.807%
4.10% 0.388%
4.38% 0.415%
60.74%  5.757%
21.95% 2.080%
61.70% 5.848%
11.15% 1.057%
35.29%  3.345%
1.95% ©.184%
1.11% ©.105%
4.68% 0.444%
7.25% 0.687%
100.00% 9.478%
2.86% ©0.271%
5.42% 0.514%
2.30% 0.218%
2.97% ©0.282%
8.71%  ©.826%

=

.13%  ©0.108%
.57% 0.907%

273174662
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

1.2e+07
le+07
8000000
6000000
4000000
2000000
0
Time--> 2
Abundance
1.2e+07
le+07
8000000
6000000

4000000

2000000

: M4852-03
: 5.00mL/MSVOA_N/WATER
17

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\

: VN@69673.D
: 29 Nov 2021 19:09

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VNO69673.D\data.ms

.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 6.80

TIC: VN069673.D\data.ms

10.440

11.744

8.968 0.450
10,
857847.08 j\g.eu 9.872 10204 | \10:609 6‘}{75 114y

8.088

8 242 11.293

Time-->

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

Time-->

82N110921W.M

8 50 9 00 9.50 10.00 10.50 11.00

TIC: VN069673.D\data.ms
14.916

14.217
14.326

13.876

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Cyclohexane, ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.293 22.66 ug/l 4124940  Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 94
2 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 62
3 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 58
4 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 58
5 Oxalic acid, cyclohexyl isohexyl... 256 C14H2404 1010309-30-7 53
Abundance Scan 3469 (11.293 min): VN069673.D\data.ms (-3449) (- m/z 83.05 100.00%
3.0
55.0
112.1 —— — BVIS
‘ Lo s0 | 11.00 11.50 ]
Ol po oy M b e m/z 55.00 73.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 s SASIAN
41.0 oo 11.00 11.50
' m/z 82.00 46.83%
27.0 ‘ 69.0
O\\‘\\H‘\HM‘\H\H‘\H“\‘H\‘H‘\}i\\\‘\“\1\\‘\\\\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7556: 3,4-Dimethyl-2-hexene
55.0
83.0 e L‘ :
11.00 11.50
5000 m/z 41.00 40.55%
41.0
27.0 112.0
H ‘ 69.0 97.0
0‘W"H‘H‘u“H{W‘wﬂﬂ“HJW‘HuyJ‘W‘HM‘H‘W‘H“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7588: 2-Hexene, 2,4-dimethyl- O —
55.0 83.0 11.00 11.50
m/z 112.05 21.57%
5000 41.0
112.0
27.0 69.0 97.0 ‘ U\
o T | Y O N
—— —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 p-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.771  21.71 ug/1 3293720 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91

Abundance Scan 4393 (13.771 min): VN069673.D\data.ms (-4382) (-  m/z 119.05 100.00%

119.1
5000
91.0
e o
39.0 65.0 ‘ | 13.50 14.00
OF bt b W 1440 2071 s 134,05 27.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16994: p-Cymene
119.0
5000 : AM ARUAVAVIY
91.0 13.50 14.00
' m/z 91.00 26.19%
39.0 650 ‘
O \]-\5‘\-?\\\\“‘\\“\ \“‘\‘\\\‘H‘\\‘P\‘w\\‘i"‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
o e
13.50 14.00
5000 m/z 117.00  14.61%
91.0
41.0 65.0 ‘
0 \H‘\‘\\\wu‘\\”‘H‘H\‘”‘\m“}m‘;“,‘\HH,HHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 N
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)- T e
119.0 13.50 14.00
m/z 115.00 9.92%
5000
91.0
390 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1,3-diethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.836  46.25 ug/l 7015330  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C1oH14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 83

Abundance Scan 4417 (13.836 min): VN069673.D\data.ms (-4405) (-  m/z 105.00 100.00%

105.0
5000 134.0
77.0
51 0 ‘ 13.50 14.00
Ob et b ML 1584 2069 o 119.16  95.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17033: Benzene, 1,3-diethyl-
119.0
5000
13.50 14.00
91.0 m/z 134.00 45.02%
27.0 51.0 ‘
0 \\\‘\‘\‘\\“‘\\“”\“\‘\\\H‘\\\\“H\\‘\‘l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0 /L
—— —a
13.50 14.00
5000 m/z 91.00 27.58%
91.0
65.0
B ET1 i I O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl- o T
119.0 13.50 14.00
m/z 77.00 18.22%
5000
91.0
41.0 65.0 ‘
o SO il G N s AT
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Deltacyclene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.876  84.86 ug/l 12872100 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 64
2 trans-Cinnamyl bromide 196 CSH9Br 026146-77-0 53
3 Indole 117 C8H7N 000120-72-9 49
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 43
5 5H-1-Pyrindine 117 C8H7N 000270-91-7 37
Abundance Scan 4432 (13.876 min): VN069673.D\data.ms (-4424) (- m/z 117.00 100.00%
11y.0
5000
— s
390 630 910 13.50 14.00
bbbl AL 290 2070 sz 118,18 55.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10184: Deltacyclene
117.0
5000 — — —acl\
91.0 13.50 14.00
39.0 ' m/z 115.00  32.89%
65.0 ‘
O \\\‘\\\1‘}\\“}‘\““\‘\\\H‘\\M\“\\\1"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide
117.0
13.50 14.00
5000 m/z 91.00 14.50%
91.0
o150 %90 630 169.0 196.0
A L B R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9735: Indole M —
117.0 13.50 14.00
m/z 63.00 8.88%
5000 90.0
63.0
140 30 e VAL LW S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09

Operator JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1,2-diethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.002 32.54 ug/l 4936540 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 76
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 70
4 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C1l0H14 000460-01-5 68
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 64

Abundance Scan 4479 (14.002 min): VN069673.D\data.ms (-4467) (-

m/z 105.00 100.00%

105.0
5000 134.1
390 me 14.00
S U “F‘Hﬁ‘“‘ mu ANy ““‘ il1san 10005 83.14%
m/z--> 20 100 120 140 160
Abundance #17026. Benzene, 1,2-diethyl-
105.0
5000 134.0
14.00
77.0 m/z 134.05 46.57%
0 \1\5\0‘ T ‘\‘\ \“‘\ \‘EZ‘S{‘\ \‘1““ i |“\‘\ \‘}M b T
m/z--> 20 60 80 100 120 140 160
Abundance #17034: Benzene, 1,3-diethyl-
119.0
14.00
5000 m/z 91.00 32.33%
390 91.0
65.0
0 m_Mu‘MwmHH‘HM‘H, Al 1360
m/z--> 20 60 80 100 120 140 160
Abundance #17031.Benzene,L4{ﬂeﬂwL N
119.0 14.00
m/z 77.00 22.78%
5000
91.0
41.0 65.0
Ob b D L Il 3360 Al
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.217 103.68 ug/l 15726500 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 4559 (14.217 min): VN069673.D\data.ms (-4547) (- m/z 119.10 100.00%
1

119.
5000
91.0 ]J 14.00 14.50
39.0 65.0 : :
ol 90,0500 |y | 1009 16821928 13405 29.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00 17.88%
39.0 650 ‘ ‘
0 \1\5\.‘0\‘\\\“‘\\“1‘\“‘1‘\\i‘H‘\H‘\“H“H“HH\‘\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
e e
14.00 14.50
5000 m/z 120.05  9.96%
91.0
39.0 65.0 ‘
150 b L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 14.00 14.50
m/z 105.00 9.76%
5000
91.0
39.0 65.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.278 37.46 ug/l 5682510 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 94
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 94
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1OH12 000824-63-5 93
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 91
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 91
Abundance Scan 4582 (14.278 min): VN069673.D\data.ms (-4571) (- m/z 117.00 100.00%
11v.0
91.0 . —
39.0 63.0 ‘ ‘ 14.00 14.50
Ob b el g Al 1803 2089 ;933 05 45.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 —— A
14.00 14.50
m/z 115.00 36.14%
39.0 65.0 ‘ ‘
0 ‘\\\\“\\‘\\“M\\\“\\w\‘u\\U‘\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16140: Benzene, (2-methyl-1-propenyl)-
117.0
P Y
14.00 14.50
91.00 19.82%
5000 910 m/z
270 °1° ) |
O ettt Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl- Py e
117.0 14.00 14.50
m/z 131.05 15.91%
5000
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N110921W.M Wed Dec 01 18:33:47 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09

Operator JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
: SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1-Methyl-2-phenylcyclopropane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.326 105.32 ug/1 15975900 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76
2 Indan, 1-methyl- 132 C10H12 000767-58-8 76
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 68
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 64

Abundance Scan 4600 (14.326 min): VN069673.D\data.ms (-4590) (-

m/z 117.00 100.00%

11y.0
91.0 - N
39.0 63.0 ‘ ‘ 14.00 14.50
Ol be bt gl 294241910 sy 115,00 34.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
5000 — SIVAN
14.00 14.50
91.0 o
m/z 119.10 32.09%
51.0 ‘
O\\\‘\\.\O\“\\“\\“u‘\\\H‘\\H\“u\\\“\‘}‘f‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
14.00 14.50
5000 m/z 132.05 25.58%
1.
39.0 65.0 9‘0
S R S U |
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁﬁ
Abundance #16143: Benzene, (2-methyl-1-propenyl)- — ey
117.0 14.00 14.50
m/z 91.00 18.69%
5000
91.0
39.0 65.0 ‘
Y E AN A R PR ) Ao VA
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.538 60.25 ug/l 9138480 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 94
Abundance Scan 4679 (14.538 min): VN069673.D\data.ms (-4661) (- m/z 119.10 100.00%
119.1
5000
91.0
39.0 650 ‘ 14.50
O b b W 11500 1909 1y 134,05 48.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
14.50
m/z 91.00 17.62%
410 91.0
O \]-\5\-9\‘\ T \“‘.\ \‘\‘\6“5\‘.\0\\““ T \‘\\‘w\\‘\“l\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
L \
14.50
5000 m/z 133.05 11.74%
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- P ‘
119.0 14.50
m/z 120.10 9.76%
5000
91.0
Hoes0 |
O b e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82N110921W.M Wed Dec 01 18:33:48 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.916 170.70 ug/1 25892700 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 90
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 90
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87

Abundance Scan 4820 (14.916 min): VN069673.D\data.ms (-4805) (-  m/z 119.10 100.00%
119.1
- d
91.0 s
39.0 65.0 ‘ “ 1481 15.00
Ol b b W 14811709 2070y 934 05 41.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
15.00
91.0 m/z 117.00  21.90%
39.0 650
0 %\5\.?\‘\\\“‘H“i‘\"{“\\MHL\‘W\ \M\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
—
15.00
5000 m/z 91.00 19.63%
0 H““H““““1“,‘1“”““‘m“‘1““1@‘H““mwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)- —
119.0 15.00
m/z 115.00 12.18%
5000
91.0
390 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN112921\
Data File : VN@69673.D

Acqg On : 29 Nov 2021 19:09
Operator : JC/MD

Sample : M4852-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.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|
Cyclohexane, et... 11.293 22.7 ug/l 4124940 3 11.744 9100820 50.0
p-Cymene 13.771 21.7 ug/l 3293720 4 13.675 7584270 50.0
Benzene, 1,3-di... 13.836 46.3 ug/l 7015330 4 13.675 7584270 50.0
Deltacyclene 13.876 84.9 wug/l 12872100 4 13.675 7584270 50.0
Benzene, 1,2-di... 14.002 32.5 ug/l 4936540 4 13.675 7584270 50.0
Benzene, 2-ethy... 14.217 103.7 ug/l 15726500 4 13.675 7584270 50.0
Benzene, 1-meth... 14.278 37.5 ug/l 5682510 4 13.675 7584270 50.0
1-Methyl-2-phen... 14.326 105.3 ug/l 15975900 4 13.675 7584270 50.0
Benzene, 1,2,3,... 14.538 60.3 ug/l 9138480 4 13.675 7584270 50.0
Benzene, 1,2,4,... 14.916 170.7 ug/1l 25892700 4 13.675 7584270 50.0

82N110921W.M Wed Dec 01 18:33:49 2021 Page: 14



