LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027947.D

Acqg On : 04 Apr 2022 10:09
Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 2  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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 X\Method\82X032922W.M

Title : SW846 8260

Signal : TIC: VX@27947.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.166 106 13 21 rBV 61776 56130 6.83% 0.234%
2 1.294 31 34 43 rVB 38733 41393 5.04% 0.173%
3 1.374 43 47 50 rBV 43530 41530 5.05% 0.173%
4 1.599 80 84 92 rVB 32329 35466 4.32% 0.148%
5 1.685 93 98 105 rVB 26537 33144 4.03% 0.138%
6 1.886 125 131 139 rBV 80112 114096 13.89% 0.476%
7 2.136 166 171 180 rBV 52721 75615 9.20% 0.316%
8 2.233 183 188 196 rVB 45652 68508 8.34% 0.286%
9 2.325 196 203 208 rBV2 146216 286302 34.85% 1.195%
10 2.374 208 211 219 rW 97385 154640 18.82% 0.645%
11 2.453 219 224 229 rW 29180 48305 5.88% 0.202%
12 2.514 229 234 242 rVB 42245 69287 8.43% 0.289%
13  2.666 249 259 262 rBV 78561 151285 18.41% 0.631%
14 2.697 262 264 273 rW 40475 63582 7.74% 0.265%
15 2.788 273 279 292 rVB 73827 135932 16.54% 0.567%
16 2.959 296 307 317 rBvV2 28300 72419 8.81% 0.302%
17 3.062 317 324 326 rVW 125295 234903 28.59% 0.980%
18 3.099 327 330 348 rVB2 142689 354700 43.17% 1.480%
19 3.605 404 413 423 rBV 56250 132820 16.17% 0.554%
20 3.721 423 432 458 rVB2 247141 821640 100.00% 3.429%
21 4.483 543 557 563 rBV3 113523 358335 43.61% 1.495%
22 4.550 563 568 576 rvv 82665 230442 28.05% 0.962%
23  4.635 576 582 589 rVWW2 56923 166909 20.31% 0.696%
24 4,715 589 595 615 rVW4 34934 162472 19.77% 0.678%
25 4.904 615 626 634 rVW3 73041 237680 28.93% 0.992%
26 4.995 634 641 650 rvv2 91942 288432 35.10% 1.204%
27 5.086 650 656 673 rVB2 56970 177666 21.62% 0.741%
28 5.385 692 705 712 rBV 100501 308707 37.57% 1.288%
29 5.471 712 719 725 rVwV2 59707 185068 22.52% 0.772%
306 5.550 725 732 737 rW 76533 216823 26.39% 0.905%
31 5.611 738 742 747 rW 53670 133603 16.26% ©.558%
32 5.684 747 754 767 rVB3 111097 333020 40.53% 1.390%
33 5.958 787 799 805 rBV 41362 114531 13.94% 0.478%
34 6.038 805 812 818 rBV 96582 263627 32.09% 1.100%
35 6.336 852 861 877 rBV 59338 145339 17.69% 0.606%

36 6.757 920 930 941 rBV 105228 246115 29.95% 1.027%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027947.D

Acqg On : 04 Apr 2022 10:09
Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 2  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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 X\Method\82X032922W.M
Title : SW846 8260
37 7.123 981 990 1003 rVB 97527 206202 25.10% ©0.860%
38 7.379 1023 1032 1036 rBV 107941 235329 28.64% 0.982%
39 7.428 1036 1040 1054 rVB 88020 182664 22.23% 0.762%
40 7.580 1058 1065 1072 rBV 67032 130722 15.91% 0.545%
41  7.690 1072 1083 1093 rVv2 84818 193185 23.51% ©0.806%
42 7.818 1093 1104 1121 rVB2 104714 302589 36.83% 1.263%
43 8.110 1145 1152 1160 rBV 24774 44769 5.45% 0.187%
44  8.238 1166 1173 1187 rVB 368871 593232 72.20% 2.475%
45  8.366 1187 1194 1203 rBV 119652 189185 23.03% 0.789%
46 8.574 1221 1228 1235 rBV 485063 762305 92.78% 3.181%
47  8.647 1235 1240 1246 rVV 211194 329440 40.10% 1.375%
48 8.720 1246 1252 1262 rVB 226677 353712 43.05% 1.476%
49 8.976 1287 1294 1303 rBV 130779 188849 22.98% 0.788%
50 9.116 1311 1317 1320 rBV 141722 199203 24.24% 0.831%
51 9.153 1320 1323 1334 rVB 147180 206151 25.09% ©0.860%
52 9.275 1334 1343 1346 rBV 189123 290431 35.35% 1.212%
53 9.305 1346 1348 1354 rVB 132750 174993 21.30% 0.730%
54  9.433 1363 1369 1378 rBV 411498 570422 69.42%  2.380%
55 ~9.519 1378 1383 1388 rVV 105739 154203 18.77% 0.643%
56 9.580 1388 1393 1396 rVV 140056 191131 23.26% 0.798%
57 9.610 1396 1398 1404 rVB 75155 89939 10.95% ©.375%
58 10.055 1465 1471 1473 rBV 240570 348153 42.37% 1.453%
59 10.079 1473 1475 1483 rVV 234067 271315 33.02% 1.132%
60 10.165 1483 1489 1491 rVV 176154 251522 30.61% 1.050%
61 10.195 1491 1494 1501 rVV 315190 389140 47.36% 1.624%
62 10.299 1505 1511 1524 rVB 558438 781692 95.14% 3.262%
63 10.646 1562 1568 1580 rBV2 440473 771172 93.86%  3.218%
64 10.799 1588 1593 1597 rBV 103368 135638 16.51% 0.566%
65 10.842 1597 1600 1612 rVB 178767 212504 25.86% ©0.887%
66 10.963 1614 1620 1625 rBV 357024 438357 53.35% 1.829%
67 11.018 1625 1629 1635 rVV 128376 154822 18.84% 0.646%
68 11.079 1635 1639 1645 rVB 193632 246899 30.05% 1.030%
69 11.201 1652 1659 1663 rBV2 244130 482376 58.71% 2.013%
70 11.238 1663 1665 1668 rVV 165344 248294 30.22% 1.036%
71 11.305 1672 1676 1681 rVV 371588 433612 52.77% 1.809%
72 11.366 1681 1686 1692 rVV 298573 375762 45.73% 1.568%
73 11.451 1695 1700 1710 rVB2 611683 806317 98.14% 3.365%
74 11.719 1738 1744 1747 rBV2 477485 677850 82.50%  2.829%
75 11.750 1747 1749 1756 rVB 345466 413574 50.34% 1.726%

76 11.890 1765 1772 1778 rBV 368817 455100 55.39% 1.899%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027947.D

Acqg On : 04 Apr 2022 10:09
Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 2  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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 X\Method\82X032922W.M

Title : SW846 8260

77 11.969 1778 1785 1788 rBV 280883 340814 41.48% 1.422%
78 12.012 1788 1792 1796 rBV2 453326 810974 98.70%  3.384%
79 12.335 1840 1845 1857 rVB 630606 751623 91.48% 3.136%
80 12.542 1873 1879 1885 rVB2 202317 256413 31.21% 1.070%
81 12.945 1934 1945 1952 rBV2 78080 105834 12.88% 0.442%
82 13.103 1967 1971 1978 rVB 15098 18716 2.28% 0.078%
83 13.286 1996 2001 2011 rVB 376776 445795 54.26% 1.860%
84 13.591 2045 2051 2061 rVB 230644 294645 35.86% 1.230%
85 13.725 2068 2073 2077 rBV 182038 223269 27.17% 0.932%
86 13.774 2077 2081 2091 rVB 295954 369517 44.97% 1.542%
87 13.963 2106 2112 2121 rVB 239812 293795 35.76%  1.226%
88 14.134 2135 2140 2147 rBV 7434 9762 1.19% 0.041%

Sum of corrected areas: 23964378
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: VSTDCCCO50
: 5.0mL/MSVOA_X/WATER
: 2 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\

: VX027947.D
: 04 Apr 2022 10:09

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
600000

500000

400000

300000

200000

100000

o

TIC: VX027947.D\data.ms
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1.886 550 4 dh3%° : 50
1.166 §Q3 635 .086 . 6
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82X032922W.M
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12.8335

11.719 12.012

11.89 13.286

13.774

13591 | 13.963

12.542 13.785

12.945

13.103 14.134

12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

Tue Apr 05 18:35:26 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027947.D

Acqg On : 04 Apr 2022 10:09
Operator : JC/MD

Sample : VSTDCCCO50

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 2  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Propanenitrile Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.635 38.49 ug/l 166909 Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanenitrile 55 C3H5N 000107-12-0 64
2 1,2-Butadiene 54 C4H6 000590-19-2 9
3 2-Butyne 54 C4He 000503-17-3 9
4 Propargylamine 55 C3H5N 002450-71-7 7
5 1-Butyne 54 C4H6 000107-00-6 4

Abundance Scan 582 (4.635 min): VX027947.D\data.ms (-576) (-) m/z 54.10 100.00%

54.1
5000
40.0 ” | 4.40 4.60 4.80 5.00
Olrerrerrperrrp et b e m/z 52.05  20.37%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #174: Propanenitrile
54.0
28.0
5000 L B B I LA B
4.40 4.60 4.80 5.00
m/z 55.05 15.32%
0 15.0400 !{\H‘HH‘\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #164: 1,2-Butadiene
54.0
R R
4.40 4.60 4.80 5.00
5000 m/z 51.00 13.87%
27.0 39.0
20 350 |
T T e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #155: 2-Butyne R R
54.0 4.40 4.60 4.80 5.00
m/z 53.05 10.55%
5000 27.0
39.0
0 1'015'048*4) b A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027947.D

Acqg On : 04 Apr 2022 10:09
Operator : JC/MD

Sample : VSTDCCCO50

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 2  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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, 1-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.611 30.81 ug/l 133603  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 91
2 Ethane, diazo- 56 C2H4N2 001117-96-0 50
3 Cyclobutanecarbonitrile, 3,3-dim... 109 C7H11N 053783-86-1 50
4 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 39
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 39
Abundance Scan 742 (5.611 min): VX027947.D\data.ms (-738) (-) m/z 56.10 100.00%
56.1
5000 41.1 /\J\
Rmaas e A RNEaaRET
5.20 5.40 5.60 5.80 6.00
Ottt 732 919 189 s 4110 46.13%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2732: Butane, 1-chloro-
56.0
41.0
5000 L L R L
5.20 5.40 5.60 5.80 6.00
270 m/z 43.10 23.00%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #179: Ethane, diazo-
28.0 /\
“H‘_‘H“H‘W‘H‘H
56.0 5.20 5.40 5.60 5.80 6.00
5000 m/z 39.10 11.05%
14.0
\\‘\ ‘ u#'o fn
0 b prrrr e e el prrer e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 j\
Abundance #6344 Cyclobutanecarbonitrile, 3,3-dimethyl- Rmans s RENRREREE
56.0 5.20 5.40 5.60 5.80 6.00
m/z 55.10 9.80%
5000 41.0
27.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe40422\
Data File : VX@27947.D

Acqg On : 04 Apr 2022 10:09

Operator : JC/MD

Sample : VSTDCCCO50

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 2  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Propane, 2-nitro-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.110 9.10 ug/1 44769  1,4-Difluorobenzene 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 74
2 Propane, 1-nitro- 89 (C3H7NO2 000108-03-2 74
3 Isobutyl nitrite 103 C4H9NO2 000542-56-3 43
4 Propene 42 C3He6 000115-07-1 9
5 Propanamide, 2,2-dimethyl- 101 C5H11NO 000754-10-9 9
Abundance Scan 1152 (8.110 min): VX027947.D\data.ms (-1145) ()  m/z 43.10 100.00%
43.1
5000
7.80 8.00 8.20 8.40
Ol Al e m/z 41,10 87.14%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #2434: Propane, 2-nitro-
43.0
5000
7.80 8.00 8.20 8.40
m/z 39.10 37.30%
15.0
0 | H‘ ., 70.0 90.0
\‘\\\1‘\\\\ \\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #2433: Propane, 1-nitro-
43.0
7.80 8.00 8.20 8.40
5000 m/z 42.10 11.18%
I
miz--> 0O 20 40 60 80 100 120 140 160 180
Abundance #5116: Isobutyl nitrite “_“W“H,‘H“H“
43.0 7.80 8.00 8.20 8.40
m/z 38.10 6.01%
5000
oL 150 || | 730 930 /\
e R AREEmaRE TS R
m/z--> 0 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027947.D

Acqg On : 04 Apr 2022 10:09
Operator : JC/MD

Sample : VSTDCCCO50

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 2  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.286  27.49 ug/l 445795  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 o-Cymene 134 CleH14 000527-84-4 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
Abundance Scan 2001 (13.286 min): VX027947.D\data.ms (-1996) (- m/z 119.15 100.00%
119.2
5000
91.1 T T 7
511 750 N 135.2 13.00 13.50
O b 2 M SIS m/z 134,200 41.36%
m/z--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 S —
13.00 13.50
m/z 91.10 18.61%
41.0 91.0 135.0
0 \1\5\.0‘\‘\ T \“'\ \‘\‘\’6‘\5‘.\0\ \““ T T “}‘\ \‘\“l T \?‘\" T
miz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
—r— —
13.00 13.50
5000 ITI/Z 120.20 9.75%
39"0 65.0 91"0 135.0
o R W AP PR P TIR Nﬂl“‘ﬂ R
mfz--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene = — A
119.0 13.00 13.50
m/z 77.10 9.30%
5000
91.0
a0 w0 T awo |
0H\‘\‘H\‘H‘\H‘,H‘\\w“\mu“l‘u‘w‘um‘uu  Ema —
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027947.D

Acqg On : 04 Apr 2022 10:09
Operator : JC/MD

Sample : VSTDCCCO50

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 2  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.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|
Propanenitrile 4.635 38.5 ug/l 166909 1 5.550 216823 50.0
Butane, 1-chloro- 5.611 30.8 ug/l 133603 1 5.550 216823 50.0
Propane, 2-nitro- 8.110 9.1 ug/l 44769 2 6.757 246115 50.0
Benzene, 1,2,3,... 13.286 27.5 ug/l 445795 4 12.024 810974 50.0
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