LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VNO@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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: VNO70434.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.258 83 100 111 rBV 449372 883483 8.18% 0.668%
2 2.443 160 169 191 rVB 382944 634981 5.88% 0.480%
3  3.138 407 428 471 rBV 4612032 10806377 100.00%  8.165%
4 3,510 555 567 590 rvB2 109389 267846  2.48% 0.202%
5 3.843 670 691 719 rvB3 45152 148687 1.38% 0.112%
6 3.988 721 745 773 rBv4 89175 249523 2.31% 0.189%
7 4.251 810 843 883 rBV 842054 2984947 27.62%  2.255%
8 4.580 946 966 990 rBvV2 58967 184038 1.70% 0.139%
9 5.077 1118 1151 1174 rBV2 1862424 7548188 69.85% 5.703%
106 5.616 1313 1352 1392 rBV2 639568 2223707 20.58% 1.680%
11 6.605 1699 1721 1746 rBV3 115639 360060 3.33% 0.272%
12 6.890 1803 1827 1849 rBV6 157936 537144 4.97% 0.406%
13 7.045 1862 1885 1903 rBV2 616880 1840969 17.04%  1.391%
14  7.144 1904 1922 1938 rVV 723998 2139757 19.80% 1.617%
15 7.219 1940 1950 1972 rVV3 398260 1062202 9.83% 0.803%
16 7.324 1975 1989 2022 rVB8 74396 266632 2.47% 0.201%
17 7.651 2094 2111 2141 rVB5 57757 179157 1.66% 0.135%
18 7.842 2168 2182 2208 rVB4 323570 882817 8.17% 0.667%
19 8.019 2220 2248 2259 rBV 744139 1846678 17.09% 1.395%
20 8.086 2260 2273 2289 rVV3 1605053 3887549 35.97% 2.937%
21 8.172 2289 2305 2333 rVV2 1765157 4547215 42.08%  3.436%
22 8.295 2336 2351 2361 rVV4 78721 186717 1.73% 0.141%
23 8.357 2362 2374 2386 rVv4 111911 270035 2.50% 0.204%
24  8.456 2387 2411 2433 rVV4 2756718 7715791 71.40% 5.830%
25  8.614 2434 2470 2491 rVV 2082406 6248806 57.83% 4.722%
26 8.705 2492 2504 2526 rVB3 433263 997472 9.23% 0.754%
27 8.965 2581 2601 2626 rBV 2214449 5046492 46.70%  3.813%
28 9.059 2628 2636 2651 rVB2 195334 391110 3.62% 0.296%
29 9.196 2672 2687 2696 rBV2 267000 550158 5.09% 0.416%
30 9.242 2698 2704 2724 rVB2 226237 445614 4.12% 0.337%
31 9.421 2750 2771 2781 rBV2 671355 1573641 14.56% 1.189%
32 9.513 2796 2805 2822 rVB5 218067 440887 4.08% 0.333%
33 9.590 2822 2834 2844 rBv4 90105 174256 1.61% 0.132%
34 9.732 2866 2887 2901 rBV4 180529 439867 4.97% ©.332%
35 9.826 2901 2922 2928 rBV8 82418 243364  2.25% 0.184%

36 9.880 2929 2942 2961 rVB 938282 1913047 17.70% 1.446%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VNO@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 9.974 2962 2977 2980 rBV4 305991 482609 4.47%  0.365%
38 10.011 2982 2991 3020 rVB 965484 2054893 19.02% 1.553%
39 10.119 3021 3031 3045 rVBS8 80648 190035 1.76% 0.144%
40 10.196 3046 3060 3074 rBV6 193133 383322 3.55% 0.290%
41 10.320 3093 3106 3115 rBV 386806 709364 6.56% ©.536%
42 10.441 3135 3151 3195 rBV 3331221 6702839 62.03% 5.065%
43 10.639 3200 3225 3240 rVV2 1096709 2350932 21.76% 1.776%
44 10.714 3240 3253 3268 rVV3 965879 1748958 16.18% 1.322%
45 10.778 3268 3277 3290 rVV2 96606 169673 1.57% 0.128%
46 10.856 3291 3306 3327 rVB5 705275 1618733 14.98% 1.223%
47 10.942 3328 3338 3358 rVB9 90735 228529 2.11% 0.173%
48 11.127 3395 3407 3417 rBV5 147087 273096 2.53% 0.206%
49 11.256 3446 3455 3467 rVB5 149944 255489 2.36% 0.193%
50 11.449 3517 3527 3541 rVB3 131931 229620 2.12% 0.174%
51 11.554 3556 3566 3586 rVB3 49685 129591 1.20% ©.098%
52 11.741 3621 3636 3652 rBV 2778472 5038237 46.62% 3.807%
53 11.843 3660 3674 3697 rVB 3291296 5828365 53.93% 4.4047%
54 12.575 3933 3947 3967 rBV 1807903 3058865 28.31% 2.311%
55 12.728 3990 4004 4026 rVB 2357431 4159163 38.49% 3.143%
56 12.919 4061 4075 4092 rVB 1242970 2105129 19.48% 1.591%
57 13.219 4174 4187 4203 rBV 318485 543286 5.03% 0.411%
58 13.367 4233 4242 4255 rVB 117872 213039 1.97% 0.161%
59 13.482 4272 4285 4304 rVB3 317941 746087 6.90% 0.564%
60 13.672 4341 4356 4368 rBV 2174637 3867605 35.79%  2.922%
61 13.769 4384 4392 4403 rVB 144886 227812  2.11% 0.172%
62 13.836 4404 4417 4421 rBV 799695 1162799 10.76% 0.879%
63 13.873 4422 4431 4444 rVB 3947109 6509168 60.23% 4.918%
64 13.999 4466 4478 4491 rVB 643009 1030494 9.54% 0.779%
65 14.067 4491 4503 4517 rVB 446000 734560 6.80% 0.555%
66 14.147 4517 4533 4546 rBV3 390680 745193 6.90% 0.563%
67 14.214 4546 4558 4570 rBV2 348948 560636 5.19% 0.424%
68 14.278 4570 4582 4588 rBV2 207707 335945 3.11% 0.254%
69 14.327 4588 4600 4614 rVB 1906265 3131089 28.97% 2.366%
70 14.404 4618 4629 4640 rVB5 195544 358307 3.32% 0.271%
71 14.463 4641 4651 4661 rVB 169938 247660 2.29% 0.187%
72 14.536 4662 4678 4689 rBV 578128 974523 9.02% 0.736%
73 14.654 4715 4722 4733 rVB2 97771 143634 1.33% 0.109%
74 14.761 4750 4762 4770 rBV2 177663 282515 2.61% 0.213%
75 14.809 4770 4780 4806 rVB4 344728 723147 6.69% 0.546%

76 14.927 4807 4824 4838 rBV4 306701 699984 6.48% 0.529%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VNO@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 14.997 4838 4850 4865 rVB5 138756 244651 2.26% 0.185%
78 15.080 4871 4881 4891 rBV4 105562 185017 1.71% 0.140%
79 15.193 4910 4923 4934 rBv4 205231 389766 3.61%  ©.295%
80 15.560 15050 5060 5072 rVV4 63753 108870 1.01% ©0.082%
81 15.802 5136 5150 5163 rBV3 67133 135719 1.26% 0.103%

82 16.108 5252 5264 5278 rBV2 95871 206292 1.91% ©0.156%

Sum of corrected areas: 132344454
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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: VN070434.D\data.ms
3.138
4000000
3000000
2000000 5.077
1000000 4.251
2.2582.443 5.616
) 3510 3343988 4.580 6.605 6.8
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VN070434.D\data.ms
4000000
10.441 11.8
3000000 8.456 11.74
8.965
2000000
1000000 9.889.011
7.04544 9.421
219 9498 .
. 324 0 M 508783 9451 122561 449,
— R LN I e — e S e e
Time->  7.00 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN070434.D\data.ms
13.873
4000000
3000000
12.728
13.672
2000000 12.575
12.919
1000000
0 T ‘ T T ‘ T T T ‘ T T T T ‘ T T ‘ T T ‘ T T T 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 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.138 138.99 ug/1 10806400  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 28
4 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

Abundance Scan 428 (3.138 min): VN070434.D\data.ms (-407) (-) m/z 42.95 100.00%

43.0
57.0
5000
R RAREEAT S e
‘ ‘ 72.0 2.80 3.00 3.20 3.40
0l el b 250 m/z 41,08 86.78%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 T T T T T T T T T T
2.80 3.00 3.20 3.40
15.0 m z 42.00 86.37%
72.0
O\\\’2\(\)\\‘\\\\‘\\11‘\\\\}\}\\’\‘\‘!\‘\\\\‘1\\\’\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0
R RAmEE A RR R
2.80 3.00 3.20 3.40
5000 m/z 57.00 60.89%
27.0 >0 220
15.0
Ol et e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol A RAEE TR
42.0 2.80 3.00 3.20 3.40

m/z 39.00 27.78%

5000
2. ‘ 72.0
570
0 150 [ 5T ]

m/z--> 0O 10 20 30 40 50 60 70 80 90 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©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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, 2,2-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4,251  38.39 ug/l 2984950  Pentafluorobenzene 8.083
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 90
2 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 64
3 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 56

4 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 50
5 Butane, 2-iodo-3-methyl- 198 C5H11I 018295-27-7 42

Abundance Scan 843 (4.251 min): VN070434.D\data.ms (-810) (-) m/z 57.00 100.00%

57.0
5000
390
o ARAEESEEE S
L 4.00 4.20 4.40 4.60
bl B4 m/z 43.00  94.82%

m/z--> 20 40 60 80 100 120 140 160
Abundance #2059: Butane, 2,2-dimethyl-
57.0

5000 e
4.00 4.20 4.40 4.60

39 m/z 71.10 88.63%

O \]-\5\0‘\‘\‘\\“‘ ‘\‘L’u’\\w\‘8?).\()\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0

4.00 4.20 4.40 4.60

5000 ITI z 40.95 64.05%
29.0
0 87.0 115.0 161.0
R T e I B e B A i
m/z--> 20 40 60 80 100 120 140 160
Abundance #85782: Sulfurous acid, isobutyl pentyl ester R Emaas R
57.0 4.00 4.20 4.40 4.60

m/z 56.00 31.07%

5000
29.0
0 H‘ b, 870 1230 1530

m/z--> 20 60 80 100 120 140 160 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 Butane, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.077 97.08 ug/1l 7548190  Pentafluorobenzene 8.083

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 Cyclobutane, methyl- 70 C5H1e 000598-61-8 38
4 Pentane 72 C5H12 000109-66-0 38
5 Tetrahydrofuran 72 C4H80 000109-99-9 38
Abundance Scan 1151 (5.077 min): VN070434.D\data.ms (-1118) (-) m/z 42.95 100.00%
43.0
5000 J\
71.0 o RRREE A
‘ 4.80 5.00 5.20 5.40
| T ——————————— L VPRS DL 1%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000 LN L B L BN LR
4.80 5.00 5.20 5.40
71.0 m/z 41.00 40.68%
150‘ ‘
O \‘\\\‘\‘\}‘\\H\\\‘\’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
A RAR R R
4.80 5.00 5.20 5.40
5000 m/z 71.00 21.96%
71.0
15.0
N
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #652: Cyclobutane, methyl- e S RRRRRE
42.0 4.80 5.00 5.20 5.40
m/z 39.00 18.13%
5000
70.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 Pentane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.616 28.60 ug/l 2223710  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 40
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 38
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38
Abundance Scan 1352 (5.616 min): VN070434.D\data.ms (-1313) (-) m/z 57.00 100.00%
57.0
41.0
5000
R
‘ ‘ 73.0 5.20 5.40 5.60 5.80 6.00
0 "mWmN‘uu‘m‘mﬁl_u”_m_m m/z 56.00 83.53%
miz--> 0 20 40 60 80 100 120
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000 [T T[T T [T T[T T T[T
5.20 5.40 5.60 5.80 6.00
m/z 41.00 70.00%
15.0 “‘ | 86.0

O\‘\\\‘\‘\\\\‘\\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance
57.0

5.20 5.40 5.60 5.80 6.00

m/z 43.00  26.35%
5000 41.0 /
0 15.0 83.0 98.0 113.0
A A e R
miz--> 0 20 40 60 80 100 120
Abundance #14571: Hexane, 2,2,3-trimethyl- R R RaE
57.0 5.20 5.40 5.60 5.80 6.00

m/z 39.00 18.80%

5000
41.0
0 260 m‘ L | 850 11301280

m/z--> 0 20 40 60 80 100 120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 Pentane, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.045  23.68 ug/l 1840970  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Heptane, 3-methyl- 114 C8H18 000589-81-1 64
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 50
Abundance Scan 1885 (7.045 min): VN070434.D\data.ms (-1862) (-) m/z 43.00 100.00%
5000
85.1
‘ ‘ 6.80 7.00 7.20 7.40
¢}
ot 2068 7 57,00 77.71%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
5000
6.80 7.00 7.20 7.40
85.0 m/z 41.00 53.70%
180
O \‘\\\‘\‘\{\\i}\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
6.80 7.00 7.20 7.40
5000 m/z 55.95 45, 20%
0 1.0
R R o B R R
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8629: Heptane, 3-methyl- R mEaEEEEE R
43.0 6.80 7.00 7.20 7.40
m/z 42.00 25.61%
85.0
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 Cyclopentane, methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.144  27.52 ug/l 2139760  Pentafluorobenzene 8.083

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 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
4 Cyclobutane 56 C4H8 000287-23-0 53
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 39

Abundance Scan 1922 (7.144 min): VN070434.D\data.ms (-1904) (-)| | m/z 56.00 100.00%

56.0
5000

84.0 6.80 7.00 7.20 7.40
el bbb e e 20nG | m/z 41,00 55.85%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0

5000 N
6.80 7.00 7.20 7.40

m/z 69.00 40.92%

28.0 84.0
‘M‘”\ww”“N!““‘m‘”\‘”‘w‘”\‘”‘w‘”\‘”‘w“
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56.0

6.80 7.00 7.20 7.40

o

o

5000 ITI z 55.00 26.11%
27.0
1.0 84.0
o=l el e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1502: 1H-Tetrazole, 5-methyl- R AR RENES S o
56.0 6.80 7.00 7.20 7.40
270 m/z 39.80 25.11%
5000
0L prrrr el ,"H‘!"‘_"wW_WW_WW SRV PN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

82N122721W.M Tue Jan 04 13:27:39 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 7 Pentane, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.172 58.48 ug/l 4547220  Pentafluorobenzene 8.083

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 38
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 37

Abundance Scan 2305 (8.172 min): VN070434.D\data.ms (-2289) ()| m/z 56.00 100.00%

56.0
5000
| 85.1 7.80 8.00 8.20 8.40
Obrrlhal LT 1657 2069 L/, 43.60  86.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
5000 L B AL BN B B
29.0 7.80 8.00 8.20 8.40
m/z 41.00 69.88%
‘ ‘ ‘ 85.0
O\‘\\\\“\\\““\\‘\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
7.80 8.00 8.20 8.40
5000 m/z 57.00 67.77%
29.0
0 83.0 113.0
LA e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #93821: Oxalic acid, isobutyl pentyl ester
57.0 7.80 8.00 8.20 8.40
m/z 71.05 38.27%
5000
29.0
okl H‘ | 870 1150 1610
e e e
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©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.614 61.91 ug/l 6248810 1,4-Difluorobenzene 8.965

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45

Abundance Scan 2470 (8.614 min): VN070434.D\data.ms (-2434) (-) m/z 57.00 100.00%

57.0
5000 /L

8.20 8.40 8.60 8.80 9.00
991 207.2 .
e Al e e e 2062 | m/z 56.00  31.98%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8677 Butane, 2,2,3,3-tetramethyl-
57.0
5000

8.20 8.40 8.60 8.80 9.00
m/z 41.00 28.82%

290H 99.0
I AL \
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

8.20 8.40 8.60 8.80 9.00

o

o

5000 ITI/Z 43.00 19.11%
29.0 99.0
o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8654: Hexane, 2,2-dimethyl- R
57.0 8.20 8.40 8.60 8.80 9.00

m/z 39.00 9.49%
5000

290
H 99.0

4.0 |
‘mmm‘m e e e e e

m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©10322\
Data File : VN@70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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, 1,1'-(1,5-hexadien... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.873  84.15 ug/l 6509170 1,4-Dichlorobenzene-d4 13.672
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 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53
3 Indole 117 C8H7N 000120-72-9 49
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
5 4-Ethynylaniline 117 C8H7N 014235-81-5 43

Abundance Scan 4431 (13.873 min): VN070434.D\data.ms (-4422) (- | m/z 117.00 100.00%

11y.0
5000 J\
- P

578 910 13.50 14.00
0 ‘H‘m“_uh“p‘m"J“"uHl_“1“}4‘-9‘W_H?‘Q?:‘?ww m/z 118.00  55.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000 ‘ T

\
13.50 14.00
m/z 115.00 33.44%

91.0
39.0 650 “\ 143.0 178.0203.0 234.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0
— NP

o

13.50 14.00
5000 ITI/Z 91.00 14 .64%
91.0
O 15201780 238C
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9735: Indole
117.0 13.50 14.00
m/z 57.80 8.85%
5000 90.0
63.0
S NV N SN pad
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VNO70434.D

Acqg On 3 Jan 2022 13:54

Operator JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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 10 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.327 40.48 ug/l 3131090 1,4-Dichlorobenzene-d4 13.672
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 C1eH12 000767-58-8 87
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 72
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 72

Abundance Scan 4600 (14.327 min): VNO70434.D\data.ms (-4588) (- | m/z 117.00 100.00%
117.0
w Jt Jk
T
510 91"0 ‘ 14.00 14.50
Ol bbb Ml 1439 20700 s 115,00 32.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 P J\M
14.00 14.50
91.0 m/z 132.05 26.82%
270 °°
0 \\\‘\‘H\“\\“i\“WH\“\\‘\\‘H“H\‘\M‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0 Jﬂ
‘ At
14.00 14.50
5000 m/z 91.00 14 .64%
39.0 65.0 910
N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane - L
117.0 14.00 14.50
m/z 118.00 9.77%
5000
91.0
51.0 ‘
0H“"10“““‘1”““1‘”‘H“M““1‘”““1““"m“uu‘uu‘uu P e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10322\
Data File : VNO70434.D

Acqg On : 3 Jan 2022 13:54
Operator : JC/MD

Sample : M5212-06

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 9 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- 3.138 139. ug/1l 10806400 .083 3887550 50.
Butane, 2,2-dim... 4.251 38. ug/l 2984950 .083 3887550 50.
Butane, 2,3-dim... 5.077 97. ug/l 7548190 .083 3887550 50.
Pentane, 3-methyl- 5.616 28. ug/l 2223710 .083 3887550 50.
Pentane, 2,4-di... 7.045 23. 1840970 3887550 50.
Cyclopentane, m... 7.144 27. ug/l 2139760 .083 3887550 50.
Pentane, 2,3-di... 8.172 58. ug/l 4547220 .083 3887550 50.
Butane, 2,2,3,3... 8.614  61.9 ug/l 6248810 .965 5046490 50.
Benzene, 1,1'-(... 3.873 84. ug/l 6509170 .672 3867610 50.
Benzene, 1-ethe... 4.327 40. ug/l 3131090 .672 3867610 50.
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