LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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@70632.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.132 408 426 446 rBv2 340819 802484 9.70%  1.133%
2 4.248 812 842 882 rBV5 122597 553295 6.69% 0.781%
3 5.071 1114 1149 1227 rVB2 397543 1864019 22.52% 2.631%
4 5.382 1235 1265 1318 rBV3 953410 3440406 41.57% 4.856%
5 5.618 1323 1353 1394 rVV2 2345846 8275905 100.00% 11.680%
6 6.503 1657 1683 1705 rVB2 63474 205924  2.49%  0.291%
7 6.884 1802 1825 1844 rBV2 37271 115794 1.40% 0.163%
8 7.045 1863 1885 1905 rBvV2 100170 295065 3.57% 0.416%
9 7.842 2145 2182 2206 rBV2 82398 261540 3.16% 0.369%
10 8.021 2220 2249 2260 rBV2 619505 1495682 18.07% 2.111%
11 8.086 2261 2273 2290 rVV 1085810 2523354 30.49% 3.561%
12 8.174 2291 2306 2334 rVB2 413661 1060431 12.81% 1.497%
13 8.357 2360 2374 2387 rVV2 110911 262664 3.17% 0.371%
14  8.440 2387 2405 2426 rVV2 802617 2008271 24.27% 2.834%
15 8.539 2426 2442 2461 rVV4 485477 1295604 15.66% 1.829%
16 8.628 2465 2475 2491 rVV7 142421 443694 5.36% 0.626%
17 8.705 2493 2504 2528 rVB3 175442 409419 4.95% ©.578%
18 8.968 2583 2602 2627 rBV 1729557 3717988 44.93% 5.247%
19 9.059 2630 2636 2651 rVB4 45277 84064 1.02% 0.119%
20 9.201 2674 2689 2699 rBvV3 97380 204209 2.47% 0.288%
21  9.424 2753 2772 2796 rBV5 209668 569080 6.88% 0.803%
22 9.732 2863 2887 2901 rBV3 91226 225495 2.72% 0.318%
23 9.877 2927 2941 2963 rVB4 145516 314230 3.80% 0.443%
24 10.014 2965 2992 3004 rBv4 142886 406548 4.91% 0©.574%
25 10.121 3020 3032 3046 rVB8 63212 131152 1.58% 0.185%
26 10.202 3047 3062 3068 rBv4 165478 313114 3.78% 442%
27 10.365 3112 3123 3134 rVB4 54749 107550 1.30% 152%

28 10.441 3134 3151 3180 rBV 2742027 5334107 64.45%

OONOOo
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N
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R

29 10.550 3182 3192 3204 rBV2 151920 252159 3.05% 356%
30 10.781 3267 3278 3292 rBV3 110118 205153 2.48% 290%
31 10.862 3292 3308 3328 rVV5 268360 680372  8.22% ©0.960%
32 10.947 3330 3340 3358 rVB6 42710 99108 1.20% ©0.140%
33 11.130 3401 3408 3418 rVB3 73501 115078 1.39% 0.162%
34 11.259 3449 3456 3468 rVB4 76493 123178 1.49% 0.174%
35 11.452 3519 3528 3545 rVB4 56101 105617 1.28% ©.149%

36 11.744 3621 3637 3654 rBV 2348453 4292017 51.86% 6.057%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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 11.841 3665 3673 3696 rVB9 101086 241731  2.92% 0.341%
38 11.959 3707 3717 3724 rBV3 46568 87106 1.05% ©.123%
39 12.731 3988 4005 4026 rBV 2016201 3577004 43.22% 5.048%
40 12.983 4091 4099 4105 rBV 61720 92582 1.12% 0.131%
41 13.058 4122 4127 4140 rVB2 60501 95645 1.16% ©.135%
42 13.222 4178 4188 4200 rBV2 49347 85594 1.03% 0.121%
43 13.367 4233 4242 4258 rVB 215624 370670 4.48% 0.523%
44 13.487 4274 4287 4303 rVB3 114561 273649 3.31% 0.386%
45 13.675 4342 4357 4384 rBV 1807438 3415728 41.27% 4.821%
46 13.839 4405 4418 4425 rBV 1740175 2787833 33.69% 3.935%
47 13.876 4426 4432 4442 rVB 1196017 1793556 21.67% 2.531%
48 14.002 4467 4479 4492 rVB 313243 512381 6.19% ©.723%
49 14.069 4492 4504 4516 rVB 200708 327458 3.96% 0.462%
50 14.150 4518 4534 4547 rBV3 345526 701883 8.48% ©.991%
51 14.217 4548 4559 4569 rBV 252976 402536 4.86% 0.568%
52 14.278 4570 4582 4590 rBV 719175 1208482 14.60% 1.706%
53 14.329 4590 4601 4617 rVB 2954719 4933681 59.62% 6.963%
54 14.463 4642 4651 4661 rVB2 106330 167172 2.92% 0.236%
55 14.539 4668 4679 4688 rBV 303001 477471 5.77% 0.674%
56 14.576 4690 4693 4701 rVVv2 92153 98029 1.18% 0.138%
57 14.619 4702 4709 4717 rVV2 124532 157153 1.90% 0.222%
58 14.761 4752 4762 4770 rBV4 140633 222309 2.69% 0.314%
59 14.809 4770 4780 4806 rVB2 549948 1076815 13.01% 1.520%
60 14.933 4809 4826 4838 rBv4 239857 554670 6.70% ©.783%
61 14.997 4840 4850 4863 rVB4 174734 301408 3.64% 0.425%
62 15.083 4873 4882 4899 rBV7 79617 156766 1.89% 0.221%
63 15.196 4910 4924 4934 rBvV4 430559 866650 10.47% 1.223%
64 15.311 4953 4967 4985 rVB3 488674 1210678 14.63% 1.709%
65 15.507 5030 5040 5052 rVB 148396 262241 3.17% 0.370%
66 15.614 5072 5080 5093 rBV9 62873 127142 1.54% 0.179%
67 15.804 5137 5151 5170 rBV2 314136 622321 7.52% ©.878%
68 16.108 5255 5264 5278 rBV2 95528 184769  2.23% 0.261%
69 16.193 5282 5296 5311 rVB3 133992 331971 4.01% 0.469%
79 16.620 5441 5455 5484 rVB2 217499 536792 6.49% 0.758%
Sum of corrected areas: 70855646
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N1148-05
: 5.00mL/MSVOA_N/WATER
. 20

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe11422\

: VNO@70632.D
: 14 Jan 2022 19:03

JC/MD

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000
2000000
1500000
1000000
500000

0

Time--> 2

Abundance
3000000

2500000
2000000
1500000
1000000

500000

TIC: VNO70632.D\data.ms

5.382

3.132 5.071

4.248

5.618

6.503 6.8¢

.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

TIC: VN070632.D\data.ms

8.968

8.086

5.60 5.80 6.00 6.20 6.40 6.60 6.80

10.441

11.744

10.862

0.550
1078} g4%1.

18302591 452

0
Time-->

Abundance
3000000

2500000

2000000

1500000

1000000

500000

9.424 0.202
201 9.73%-81%
"O@% P NN ‘6?1‘ o3
9.00 9.50 10.00

TIC: VNO70632.D\data.ms
14.829

12.731
13.6%3 839

1.959

—
10.50

S o
11.00 11.50

Time-->

82N122721W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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 Butane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.132  15.90 ug/1 802484  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 38
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 37
4 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 33
5 Pentane 72 C5H12 000109-66-0 33
Abundance Scan 426 (3.132 min): VN070632.D\data.ms (-408) (-) m/z 43.00 100.00%
43.0
5000 K
T T
‘ ‘721 2.80 3.00 3.20 3.40
et b e A2 e PG m/z 41,00 86.18%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 T[T [T i T i rrrr]
2.80 3.00 3.20 3.40
15.0 m/z 42.00 86.07%
I
\‘\\\\‘\\\\ \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol
42.0
T
2.80 3.00 3.20 3.40
5000 m/z 57.00 59.98%
72.0
15-°M
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #652: Cyclobutane, methyl- T
42.0 2.80 3.00 3.20 3.40
m/z 39.00 26.91%
5000
70.0
150‘ ‘ ‘

m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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 2 Butane, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.071 36.94 ug/1 1864020  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Pentane 72 C5H12 000109-66-0 38
4 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 27
5 Oxalic acid, pentyl propyl ester 202 C10H1804 1000309-25-7 12

Abundance Scan 1149 (5.071 min): VN070632.D\data.ms (-1114) (-) m/z 43.00 100.00%

43.0
5000
71.0 R e R Nl
55.0 ‘ 86.0 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\‘\\\\i 1\\‘\‘\‘\\‘\\\\“\\\\‘\\}\‘\\\ m/z 42.09 87.29%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000
4.80 5.00 5.20 5.40
27.0 )
71.0 m/z 40.95 39.50%
l 15"0 \‘ ‘ Il 55‘.0 86\0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2044: Pentane, 2-methyl-
43.0
R RERmE o o
4.80 5.00 5.20 5.40
5000 ITI/Z 71.00 22.11%
27.0 71.0
15.0 ‘ 57.0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #808: Pentane R RmaaE
43.0 4.80 5.00 5.20 5.40
m/z 38.95 16.74%
5000
27.0 57.0 720
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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 Pentane, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.174 21.01 ug/l 1060430  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 64
3 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 43
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38

Abundance Scan 2306 (8.174 min): VN070632.D\data.ms (-2291) (-) m/z 56.00 100.00%

56.0
5000
H ‘ 85.0 7.80 8.00 8.20 8.40
e 2071 7 a3.00  83.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
5000
29.0 7.80 8.00 8.20 8.40
m/z 41.00 67.40%
\\\\‘\‘\\\“\\\““\\“i\8‘?'\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22136: Hexane, 2,2,5,5-tetramethyl-
57.0
R e AR
780800820840
\‘ |, |80 127.0
R LT N R AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #226: Aziridine, 2-methyl- e ARARRNRESEEEEES
28.0 56.0 7.80 8.00 8.20 8.40
' m/z 71.05 39.36%
h /\J\
\H‘ A /\ A

m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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 4 Amylene hydrate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.539 17.42 ug/l 1295600 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 53
2 3-Hexanol 102 C6H140 000623-37-0 38
3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 38
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 35
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 33
Abundance Scan 2442 (8.539 min): VN070632.D\data.ms (-2426) ()  m/z 58.95 100.00%
59.0
73.0
43.0
5000
R A NEERRREE
‘ ‘ H 8.20 8.40 8.60 8.80
H‘\\H‘\H\‘\H‘\“!\‘\\“\‘\MH‘H\‘\1\\‘\\\\‘\\9\9‘-\9\\\‘ m/Z 55.00 66.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2360: Amylene hydrate
59.0
5000 73.0
31.0 43.0 8.20 8.40 8.60 8.80
m/z 73.80  60.25%
T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4971: 3-Hexano
59.0
8.20 8.40 8.60 8.80
5000 73.0 m/z 42.95 52.54%
31.0
43.0
15'0 “‘ ‘ ‘H | N 85.0 101'0
R R AR E o A o e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #5313: Propanoic acid, 2-hydroxy-2-methyl- T e
59.0 8.20 8.40 8.60 8.80
m/z 41.00  25.55%
5000 31.0 430
15.0
H““H“H‘\“‘m“l1“WHWH“HH‘H??"QHWHH‘ R R
m/z--> 10 20 30 40 50 60 70 80 90 100 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@70632.D

Acqg On : 14 Jan 2022 19:03

Operator JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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, 1,4-diethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.839 40.81 ug/l 2787830 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C1oH14 000105-05-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 83

Abundance Scan 4418 (13.839 min): VN070632.D\data.ms (-4405) (-  m/z 105.00 100.00%

105.0
5000 134.1
77.0
51.0 ‘ ‘ 13.50 14.00
"w‘“‘Mu‘m‘”wmW‘UH‘“,“Hu_1‘55"‘1”“”‘?‘9‘7:9 m/z 119.60  96.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 13.50 14.00
m/z 134.05 45.18%
0850 Ll
) ([—— |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
e s
13.50 14.00
5000 m/z 91.00 26.51%
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl- T L
119.0 13.50 14.00
m/z 76.95 17.76%
5000
91.0
39.0 650‘
S " Y1 ) - U
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\VN©11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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 4
R.T. EstConc Area Relative to ISTD R.T.
13.876  26.25 ug/1 1793560 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Indole 117 C8H7N 000120-72-9 47
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 40
4 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 40
5 Benzyl nitrile 117 C8H7N 000140-29-4 32
Abundance Scan 4432 (13.876 min): VNO70632.D\data.ms (-4426) (- m/z 117.00 100.00%
11y7.0
5000
57.8 910 13.50 14.00
Ol bl 2482 m/z 118.00  54.66%
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
5000 r— - J\
13.50 14.00
m/z 115.00 31.10%
91.0
39.0 65.0 | “\ 143.0 178.0203.0 234.0
\\\\‘\\\\’\\\\‘\H\’\\H‘\H\’\\H‘\\\\’\\\\‘\\\\’\\H‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9733: Indole
117.0
— ™~
13.50 14.00
m/z 91.00 11.79%
5000 90.0
63.0
. < WO W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72305: Benzene, (2-bromocyclopropyl)- P —4
117.0 13.50 14.00
m/z 57.75 9.14%
5000
91.0
51.0
0T L asserses g [l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

82N122721W.M Tue Jan 18 ©3:15:45 2022

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03

Operator JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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 7 Benzene, 1-methyl-2-(2-prop... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.278 17.69 ug/l 1208480 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 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 93
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1OH12 000824-63-5 93
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 91

Abundance Scan 4582 (14.278 min): VN070632.D\data.ms (-4570) (-

m/z 117.00 100.00%

11y7.0
5000
91.0 — ——
39.0 648 ‘ 14.00 14.50
0l bl gl AB69 1561 s 137 05 43.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
11y.0
5000 — ——
91.0 14.00 14.50
m/z 115.00 34.25%
39.0 65.0
\\\.0‘\‘\ T \“‘ T \“‘\‘\ ‘M\ ‘H\“M‘ T \‘} \’ ’\‘U\‘\ ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
P —
14.00 14.50
5000 m/z 90.95  19.99%
91.0
51.0
S T PN | - N
miz--> 20 40 60 80 100 120 140 160
Abundance #16137: 1-Methyl-2-phenylcyclopropane P —
117.0 14.00 14.50
m/z 131.05 15.09%
5000
91.0
51.0 ‘
e 220 e e Ao — VA
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©11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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 1
R.T. EstConc Area Relative to ISTD R.T.
14.329 72.22 ug/1 4933680 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 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 86
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 86
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
Abundance Scan 4601 (14.329 min): VN070632.D\data.ms (-4590) (-  m/z 117.00 100.00%
11v.0
5000 k
S LA S—— |
51.0 1‘-0 ‘ 14.00 14.50
Ol d b by i ALl 1988 2082y 115 00 31.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 J\v ‘ SO,
14.00 14.50
91.0 m/z 132.05 26.80%
51.0
\\\‘2\7‘\'\0\“\\‘“ \“W\ \H\“‘\\“\\‘H“\ T U‘\fh‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0 J\
— %
14.00 14.50
5000 m/z 91.00 14.08%
5o o0 0
l Lol | I | min
I i  ARE R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl- P S
117.0 14.00 14.50
m/z 118.00 9.86%
5000
91.0
Tt L) J
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@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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, 1-ethenyl-4-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.809 15.76 ug/l 1076820 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83
Abundance Scan 4780 (14.809 min): VN070632.D\data.ms (-4770) (- m/z 117.00 100.00%
117.0
5000
o A
39.0 64.0 ‘ ‘ 14.50 15.00
bl L 1469 20710 135 65 38.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11y7.0
5000 — M

14.50 15.00
m/z 115.00  28.15%

91.0
51.0
\\\‘2\7\.(\)\"\\“\\‘w\\\“‘\\“\\‘H“\\H‘\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
NN s
R i et

14.50 15.00
5000 ITI/Z 131.00 24.15%
N R W | Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 14.50 15.00
m/z 91.00 15.71%
5000
91.0
51.0 ‘
27.0 ‘
\H‘\‘\m‘,w\“U\““HHN““H‘h“‘1‘\H“\‘U\‘\‘mwm‘mwm\ A sy
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©11422\
Data File : VN@70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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-1,6-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.311 17.72 ug/1 1210680 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 91
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91

Abundance Scan 4967 (15.311 min): VN0O70632.D\data.ms (-4953) (-  m/z 131.05 100.00%
1

131
5000
— —
91.0 15.00 15.50
39.0 647 ‘ : :
e L1680 2092 i ag 05 22.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 L A Wk
15.00 15.50
m/z 91.00 12.67%
B0 s0
N RN TR L il Il
\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
— -
15.00 15.50
5000 m/z 115.00  11.78%
91.0
390 64,0 ‘
\‘H\“HJN‘W\¢_\\wwum‘wwahu‘u\\_\u‘\u\,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl- = P
131.0 15.00 15.50
m/z 132.05 11.72%
5000
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VNO70632.D

Acqg On : 14 Jan 2022 19:03
Operator : JC/MD

Sample : N1148-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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|
Butane, 2-methyl- 3.132 15.9 ug/l 802484 1 8.086 2523350 50.0
Butane, 2,3-dim... 5.071 36.9 ug/l 1864020 1 8.086 2523350 50.0
Pentane, 2,3-di... 8.174 21.0 ug/l 1060430 1 8.086 2523350 50.0
Amylene hydrate 8.539 17.4 wug/l 1295600 2 8.968 3717990 50.0
Benzene, 1,4-di... 13.839 40.8 ug/l 2787830 4 13.675 3415730 50.0
Benzene, 1,1'-(... 13.876 26.3 ug/l 1793560 4 13.675 3415730 50.0
Benzene, 1-meth... 14.278 17.7 wug/l 1208480 4 13.675 3415730 50.0
Benzene, 1l-ethe... 14.329 72.2 ug/l 4933680 4 13.675 3415730 50.0
Benzene, 1l-ethe... 14.809 15.8 ug/l 1076820 4 13.675 3415730 50.0
1H-Indene, 2,3-... 15.311 17.7 wug/l 1210680 4 13.675 3415730 50.0

82N122721W.M Tue Jan 18 03:15:50 2022

Page:

14



