LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 19 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\82N122721W.M

Title : SW846 8260

Signal : TIC: VN@70631.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.138 408 428 464 rBV 1764252 4052522 6.80% 0.744%
2 3.508 548 566 590 rBvV2 604494 1431527 2.40% 0.263%
3 4.248 812 842 887 rBV2 404379 1490062 2.50% 0.274%
4 5.077 1113 1151 1162 rBV3 1293677 4647348 7.80% ©0.853%
5 5.385 1237 1266 1306 rBV 298304 1072790 1.80% 0.197%
6 5.618 1315 1353 1405 rBV2 4459174 15725570 26.38% 2.887%
7 6.120 1509 1540 1574 rBV2 1070604 3302643 5.54% 0.606%
8 7.045 1861 1885 1901 rVV3 418399 1256572 2.11% 0.231%
9 7.147 1902 1923 1956 rVB 2051038 5965396 10.01% 1.095%
10 7.844 2159 2183 2218 rVB3 270146 758588 1.27% 0.139%
11  8.024 2225 2250 2256 rBV 675508 1495420 2.51% 0.275%
12 8.086 2258 2273 2291 rVV6 2500018 7370647 12.36% 1.353%
13 8.174 2292 2306 2330 rVV 1510825 3774407 6.33% 0.693%
14  8.298 2331 2352 2364 rVV 1230652 2893083 4.85% 0.531%
15 8.357 2366 2374 2389 rVV2 462696 1054150 1.77% 0.194%
16 8.456 2390 2411 2430 rVV3 2269110 6325761 10.61% 1.161%
17 8.569 2430 2453 2465 rVV5 1796998 5186968 8.70%  0.952%
18 8.638 2468 2479 2493 rVV3 1633028 4075913 6.84% 0.748%
19 8.705 2494 2504 2530 rVV2 811154 1844502 3.09% 0.339%
20  8.826 2533 2549 2579 rVB 668439 1413552 2.37% 0.259%
21 8.968 2583 2602 2632 rBV 1737360 3638167 6.10% 0.668%
22 9.459 2751 2785 2800 rBV3 2612580 7472296 12.53% 1.372%
23 9.641 2840 2853 2867 rVB 461552 878070 1.47% 0.161%
24 9.733 2868 2887 2902 rVB2 270111 598800 1.00% 0.110%
25 9.880 2925 2942 2960 rBV3 443603 930627 1.56% 0.171%

26 10.017 2965 2993 3006 rBV3 622190 1419102 .38%
27 10.207 3045 3064 3101 rBV8 496164 1785451 3.00%
28 10.441 3134 3151 3166 rVV2 3651012 7172284 12.03%

N
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29 10.505 3169 3175 3185 rVV 670286 1168432 1.96% 214%
30 10.556 3186 3194 3204 rVV5 398956 827401 1.39% 152%
31 10.610 3205 3214 3237 rVB7 431973 1150636 1.93% 0.211%
32 10.781 3265 3278 3295 rVB 386269 719195 1.21% 0.132%
33 10.875 3296 3313 3329 rBv4 632728 1312442 2.20% 0.241%
34 11.744 3621 3637 3657 rBV 2806844 5115105 8.58% ©.939%
35 11.843 3658 3674 3696 rVV 7780967 13611499 22.83%  2.499%

36 11.951 3697 3714 3755 rVB 15615097 31211730 52.36% 5.729%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 19 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\82N122721W.M
Title : SW846 8260

37 12.280 3813 3837 3856 rBV 6611332 11495032 19.28% 2.110%
38 12.578 3935 3948 3965 rVB 2512776 4115502 6.90% ©.755%
39 12.731 3990 4005 4025 rVB 2265051 3945367 6.62% 0.724%
40 12.919 4061 4075 4086 rBV 6876098 11116755 18.65% 2.041%

41 12.983 4086 4099 4107 rBV 19979558 34243053 57.44%  6.286%
42 13.058 4119 4127 4152 rVB 12783755 20531296 34.44% 3.769%
43 13.219 4171 4187 4209 rBV 10506359 17559513 29.46%  3.223%
44 13.367 4227 4242 4268 rVB2 35273194 59614076 100.00% 10.943%
45 13.495 4274 4290 4303 rVB4 1308315 3117328 5.23% ©.572%

46 13.560 4303 4314 4325 rBV 1147019 1751106 2.94% 0.321%
47 13.616 4325 4335 4344 rVB 481336 702288 1.18% ©.129%
48 13.705 4344 4368 4384 rBV2 8863289 18474420 30.99%  3.391%
49 13.839 4404 4418 4423 rBV 8500251 13396238 22.47%  2.459%
50 13.873 4423 4431 4440 rBV2 13523423 19291194 32.36% 3.541%

51 14.002 4468 4479 4491 rVB 1408293 2199371 3.69% ©0.404%
52 14.069 4491 4504 4515 rBV 2231407 3511835 5.89% 0.645%
53 14.131 4515 4527 4533 rBV 5736129 9817510 16.47% 1.802%
54 14.217 4547 4559 4571 rVB 12316946 19067742 31.99%  3.500%
55 14.278 4571 4582 4590 rVV 3986766 6332175 10.62% 1.162%

56 14.327 4590 4600 4617 rVB 14366177 23993070 40.25% 4.404%

57 14.458 4637 4649 4662 rVB2 1955823 3153690 5.29% ©.579%
58 14.539 4663 4679 4686 rVV 5536289 8995697 15.09% 1.651%
59 14.579 4686 4694 4704 rVV 6440258 10322190 17.32%  1.895%
60 14.622 4704 4710 4718 rVV2 1182782 1721649 2.89% 0.316%
61 14.659 4718 4724 4743 rVB3 655480 1067780 1.79% ©.196%
62 14.764 4752 4763 4768 rBV 794399 1162582 1.95% 0.213%
63 14.809 4769 4780 4791 rVV 8485731 14034698 23.54% 2.576%
64 14.852 4792 4796 4806 rVB2 1101687 1369174 2.30%  0.251%

65 14.930 4806 4825 4839 rBV3 12153452 25603365 42.95% 4.700%

66 14.986 4839 4846 4863 rVB4 774545 1649093 2.77% ©0.303%
67 15.083 4871 4882 4899 rBV2 924836 1810270 3.04% 0.332%
68 15.193 4901 4923 4933 rBV5 2756461 7216808 12.11%  1.325%
69 15.311 4951 4967 4988 rVB3 3174481 7812640 13.11% 1.434%
70 15.504 5026 5039 5053 rVB 2839213 5171774 8.68%  0.949%
71 15.614 5068 5080 5091 rBV4 900833 1764429 2.96% 0.324%
72 15.670 5093 5101 5124 rVB 773358 1530396 2.57% 0.281%
73 15.804 5135 5151 5172 rBV 1389771 2753765 4.62% 0.505%
74 15.982 5204 5217 5241 rVB 816380 2029156 3.40% 0.372%
75 16.110 5253 5265 5278 rVV 425040 809940 1.36% 0.149%

76 16.191 5280 5295 5331 rVB3 702211 1735159 2.91% 0.319%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 19 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\82N122721W.M
Title : SW846 8260
77 16.617 5439 5454 5486 rVB 2056759 4636562 7.78% 0.851%

Sum of corrected areas: 544774346
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO70631.D\data.ms
3.5e+07

3e+07
2.5e+07
2e+07
1.5e+07
le+07

5000000 5.618

3.138
3.508 4.248 SO/ 5385 6.120
g ‘ T T 1T ‘ T T 1T ‘ T T T ‘ T T 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ T1T 17T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ T TT ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TTTT ‘ T T 17T ‘ T T 1T ‘ TTTT ‘ TT 1T ’ TTTT ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ T 17T

Time--> .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

Abundance TIC: VNO70631.D\data.ms
3.5e+07

3e+07
2.5e+07
2e+07
1.5e+07
le+07

s000000 - %%4% 0450 10.441 1174
| 4 % A . A]/{éww |
7.04 % 9.641739.880.0110.207_1988am 10875
o 704\ 7.848.9 PAREY: LS N

B e e e e \ R e B A — —
Time--> 7.00 7.50 8. OO 5 9 00 9.50 10.00 10 50 11.00 11.50

Abundance TIC: VNO70631.D\data.ms
3.5e+07 13.867

3e+07

2.5e+07

P 12.983 13.873

1.951 14.327

14.21 14.930

.Se+
1.5e+07 058

13.219

le+07 14.80

14.1 121”5 46°

12.578 731 15 ﬂ%llS 504 16.617
g | 140 8657 /| 12902085 oo )
O T ‘ T T ‘ T T T T ‘ T T T ‘ T T ‘ T T
Time--> 12.00 12.50 13.00 13.50 14 00 14 50 15 OO 15 50 16. OO 16.50

12.280 12.9

5000000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Cyclopentane, methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.147 40.47 ug/l 5965400  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 64
4 Cyclopropane, propyl- 84 C6H12 002415-72-7 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64

Abundance Scan 1923 (7.147 min): VN070631.D\data.ms (-1902) (-) m/z 56.00 100.00%

56.0
41.0

“ ‘ 84.0 6.80 7.00 7.20 7.40
e perrpretbe e e m/z 41,00 52.70%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 L L B B I BN
6.80 7.00 7.20 7.40

m/z 69.00 40.58%
‘ ‘\ m‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\‘!“\\\\‘\\\\‘\\ \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0

41.0 6.80 7.00 7.20 7.40
5000 m/z 54.95 25.29%

27.0
‘ ‘ 69.0
BT N N N
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1694: Propane, 2-cyclopropyl-
56.0

6.80 7.00 7.20 7.40

41.0 m/z 42.00 22.01%
5000
270 69.0
m/z--> 0 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37

Operator JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 2 Cyclopentane, 1,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.569 71.29 ug/l 5186970 1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 95
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 93
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 91
4 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 72
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 70
Abundance Scan 2453 (8.569 min): VN070631.D\data.ms (-2430) (-) m/z 70.00 100.00%
70.0
41.0
5000
‘ 98.0 8.20 8.40 8.60 8.80
0l el ol L2000 sz 5600 76.01%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3807: Cyclopentane, 1,3-dimethyl-
70.0
41.0
5000
8.20 8.40 8.60 8.80
m/z 55.00 66.61%
“ ‘98.0
- yll
\‘\\\\‘\\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
70.0
41.0 e e
8.20 8.40 8.60 8.80
5000 m/z 41.00  59.45%
15‘_0“ ‘98.0
I i il
e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- R aEREEE S
56.0 8.20 8.40 8.60 8.80
m/z 43.00 28.87%
5000
27.0
83.0
Lo ! A A RBARN EEEE
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Cyclopentane, 1,2-dimethyl-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.638 56.02 ug/l 4075910 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
4 Cyclobutanone, 2,2-dimethyl- 98 C6H100 001192-14-9 72
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 58

Abundance Scan 2479 (8.638 min): VN070631.D\data.ms (-2468) (-) m/z 70.00 100.00%

70.0
56.0
41.0
5000
83.0
‘ ‘ 08.1 8.40 8.60 8.80 9.00
\\’\H\‘H\\‘\Hi}uui‘\u\‘H‘\w‘\H‘\‘NH\‘HH“HH m/Z 56.00 80.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
5.0 70.0
41.0
5000
8.40 8.60 8.80 9.00
27.0 83.0 m/z 55.00 75.89%
. L
\\’\\\\‘\\{i‘\\\i}\‘\\\“\u‘\‘\\\w‘\\\\‘i\\\‘\\\!‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3822: Cyclopentane, 1,2-dimethyl-, cis-
56.0 7Q0.0
41.0 VRN NS NVA N S
8.40 8.60 8.80 9.00
5000 m/z 41.00 54.92%
21.0 ‘ 830 98.0
ase WMl T
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- R e AABARRNES
56.0 70.0 8.40 8.60 8.80 9.00
41.0 ' m/z 69.00  37.89%
5000
27.0 83.0
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37

Operator JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.983 92.68 ug/l 34243100 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 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 CS9H12 000108-67-8 91

Abundance Scan 4099 (12.983 min): VN070631.D\data.ms (-4086) (-

m/z 105.00 100.00%

105.0
5000
39.0 7.0 13.00
o) S “Pwﬁ“um‘ bl 1410 1639 4/ 159,18 31.13%
miz--> 20 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
13.00
m/z 77.00 13.07%
39.0 77.0
\\\‘\‘1\\“‘\ \‘1‘%;9‘\\\“‘ T \‘1\‘H‘H‘\“‘\H\‘HH‘HH
miz--> 20 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
13.00
5000 m/z 91.00 11.50%
77.0
39.0
180 %0580 L0
miz--> 20 60 80 100 120 140 160 JL
Abundance #10726: Benzene, 1-ethyl-4-methyl- — Jk‘ ‘
105.0 13.00
m/z 79.00 9.32%
5000
510 77.0
m/z--> 20 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 5 Benzene, 1l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.219 47.52 ug/1 17559500 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 4187 (13.219 min): VN070631.D\data.ms (-4171) (- m/z 105.00 100.00%
105.0

=

5000
390 77.0 J 13.00 13.50
Obrr oo ML 2273 1572 1904 100 10 20.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /J\\/\ \j\\ T ‘ T ‘/\\

=
13.00 13.50
m/z 77.00 12.65%

77.0
\1\5\.‘0\‘\\3\9“.\0\‘\\“\‘\\\““\\‘M“{‘\ \‘\”“\ T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0

13.00 13.50
5000 m/z 91.00 12.19%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0 13.00 13.50
m/z 78.95 9.82%
5000
39.0 77.0
S VRS A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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, 1,1'-(1,5-hexadien... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.874 52.21 ug/1 19291200 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 64
2 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 53
4 Indole 117 C8H7N 000120-72-9 46
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 43
Abundance Scan 4431 (13.873 min): VNO70631.D\data.ms (-4423) (- m/z 117.00 100.00%
11y.0
5000
— A
578 910 13.50 14.00
Obrrprerdprde ot l, bl 1419 18712143 m/z 118.00  56.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10184: Deltacyclene
117.0
5000 — - el
91.0 13.50 14.00
39.0 ' m/z 115.00  33.05%
65.0 ‘
\\\’\\\\‘}\\“‘\‘\““\‘\\\H‘\\M\“\\\1“\\\\’\\\\‘\\H‘\\\\’\\\\‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0 \
= P
13.50 14.00
5000 m/z 91.00 15.31%
91.0
39.0 65.0 | “\ 143.0 178.0203.0 234.0
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72301: trans-Cinnamyl bromide T —
117.0 13.50 14.00
m/z 57.75 9.95%
5000
91.0
L B0eso | L ass01se0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 7 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.217 51.61 ug/l 19067700  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 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 4559 (14.217 min): VN070631.D\data.ms (-4547) (- m/z 119.05 100.00%

119.1
5000
91.0 14.00 14.50
39.0 65.0 : :
oo 290,000 L il d1gs0 1772 2082 s 65 g.me
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.00 17.38%
120 80
T M (1" il
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: o-Cymene
119.0
e e
14.00 14.50
5000 ITI/Z 120.10 10.07%
91.0
59, 39\\0 0 | |
Loyl m PR TR n
R R R S R R ERRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50
m/z 105.00 9.50%
5000
91.0
65.0 ‘
280 Ay o W
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N122721W.M Tue Jan 18 ©3:14:42 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 8 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.327 64.94 ug/1 23993100 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 86
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 83

Abundance Scan 4600 (14.327 min): VN0O70631.D\data.ms (-4590) (-  m/z 117.00 100.00%

117.0
5000
510 91"0 Lth ‘ 14.00 14,50
Ol b bt MW 1481 18502072 p/7 115,00 32.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
14.00 14.50
91.0 m/z 132.05  26.84%
51.0
\\\‘2\7‘\.\(]\“\\‘“ \“W\ \H\“‘\\“\\‘H“\ T U‘ T Nf‘\ ‘\\\\‘\\\\‘\\\\‘\\\\
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 91.e0  15.28%
s o 90|
L Lo il | | | i
R SR e e B S ARRRRERER
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)- - =
117.0 14.00 14.50
m/z 118.00 10.01%
5000
91.0
39.0 65.0 ‘
;ﬁ9m‘JpuhqﬂuN‘wlww‘ﬂhmﬂ‘_‘u“u‘_“W‘u‘ ‘ w%vJ\“ :
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\VN©11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.810  37.98 ug/l 14034700 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90

Abundance Scan 4780 (14.809 min): VN070631.D\data.ms (-4769) (- m/z 117.00 100.00%

117.0
5000

51.0 ‘ ‘ 1450 1500
0 m_m\m‘”“1”‘_‘H_"U“ul“h‘l“‘?:l“l‘??:l‘_”‘ m/z 132.05  37.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
- A
14.50 15.00

91.0
m/z 115.00  26.22%

51.0
270" ‘
\\\‘\\\\‘\\‘U\““U\\H\‘\\\\“H‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0

5000
\H‘

14.50 15.00
5000 m/z 131.05 20.73%
390 ggo 910
m_\m\‘H‘\_‘“m”“_‘H_"\1_‘“‘W_ww
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0 14.50 15.00

m/z 91.00 14.26%

5000
91.0
270\5%0\\ | ‘ P (|

m/z--> 20 40 60 80 100 120 140 160 180 14. 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 10 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.930 69.29 ug/l 25603400 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
Abundance Scan 4825 (14.930 min): VN0O70631.D\data.ms (-4806) (-  m/z 117.00 100.00%
117.0
5000
91.0 L]
51.0 ‘ m ‘ 15. 00
bt e 01481 1880 224.C /7 133,05 35.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 1500
51.0 m/z 115.0 27.65%
27.0 ‘
\\\‘\\\\‘\\‘U\“‘H\‘\\”\’\\‘}\“H\\ “\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
1500
5000 m/z 131.0 18.37%
39.0 g5 910 ‘ ‘
‘H‘JH‘M‘MWM‘J,H“_“NHWM‘H‘W“H“H‘_“W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 1500
15.78%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VNO70631.D

Acqg On : 14 Jan 2022 18:37
Operator : JC/MD

Sample : N1148-04

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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|
Cyclopentane, m... 7.147 40.5 ug/l 5965400 1 8.086 7370650 50.0
Cyclopentane, 1... 8.569 71.3 ug/l 5186970 2 8.968 3638170 50.0
Cyclopentane, 1... 8.638 56.0 ug/l 4075910 2 8.968 3638170 50.0
Benzene, 1l-ethy... 12.983 92.7 wug/l 34243100 4 13.675 18474400 50.0
Benzene, 1l-ethy... 13.219 47.5 ug/l 17559500 4 13.675 18474400 50.0
Benzene, 1,1'-(... 13.874 52.2 ug/1l 19291200 4 13.675 18474400 50.0
Benzene, 2-ethy... 14.217 51.6 wug/l 19067700 4 13.675 18474400 50.0
Benzene, 1l-ethe... 14.327 64.9 ug/l 23993100 4 13.675 18474400 50.0
Benzene, 2-ethe... 14.810 38.0 ug/l 14034700 4 13.675 18474400 50.0
1H-Indene, 2,3-... 14.930 69.3 ug/l 25603400 4 13.675 18474400 50.0
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