LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027950.D

Acqg On : 04 Apr 2022 11:35
Operator : JC/MD

Sample ¢ VX0404WBS01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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@27950.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 18 rVB 14939 12801 2.50% 0.147%
2 1.288 30 33 39 rVB 12780 14207 2.78% 0.164%
3 1.374 44 47 50 rBv 13292 12274 2.40% 0.141%
4 1.605 81 85 94 rVB 12812 13788 2.70% 0.159%
5 1.685 94 98 104 rBV 9104 10324 2.02% 0.119%
6 1.886 127 131 139 rBV 20726 30148 5.89% 0.347%
7 2.136 166 171 179 rVB 17915 26853 5.25% 0.309%
8 2.233 179 188 195 rW 14333 21944  4.29%  0.253%
9 2.325 197 203 208 rvv2 42448 80387 15.72% 0.926%
106 2.373 208 211 219 rW 30074 50055 9.79% 0.577%
11 2.453 219 224 229 rW 9469 15734 3.08% 0.181%
12 2.514 229 234 240 rVB 12475 19291 3.77% 0.222%
13 2.666 250 259 262 rBvV2 23749 44649 8.73% 0.514%
14 2.703 262 265 273 rW 14140 22864 4.47%  0.263%
15 2.788 273 279 288 rVB 25798 45805 8.96% ©0.528%
16 2.965 300 308 317 rBV2 8621 25181 4.92%  0.290%
17 3.062 317 324 327 rW 44296 89144 17.43% 1.027%
18 3.105 327 331 345 rVB3 47395 121190 23.70%  1.396%
19 3.611 405 414 424 rBV 17620 41279 8.07% 0.476%
20 3.721 424 432 455 rvv2 80297 264944 51.80% 3.053%
21 4.483 543 557 563 rBV3 36812 109611 21.43% 1.263%
22 4.556 563 569 577 rVB 25917 63400 12.40% 0.730%
23  4.641 577 583 590 rBV 16480 41208 8.06% ©.475%
24 4.721 590 596 598 rBV2 6738 14155 2.77% 0.163%
25 4.910 615 627 635 rBV5 24867 81009 15.84% ©.933%
26 5.007 635 643 651 rVW 33546 105783 20.68% 1.219%
27 5.093 651 657 673 rVB2 20413 61621 12.05% ©.710%
28 5.385 694 705 713 rBV2 56987 165428 32.34% 1.906%
29 5.471 713 719 725 rVB3 11708 24874 4.86% 0.287%
30 5.556 725 733 739 rBV2 51666 135028 26.40%  1.556%
31 5.690 747 755 766 rVB4 33601 103215 20.18% 1.189%
32 5.958 789 799 806 rBvV 39942 105653 20.66% 1.217%
33 6.037 806 812 818 rBV 30830 81355 15.91% ©.937%
34 6.342 852 862 874 rVB 21245 53868 10.53% 0.621%
35 6.763 920 931 945 rBV 92164 215534 42.14%  2.483%
36 7.129 979 991 1003 rvVB2 30243 66108 12.93% 0.762%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027950.D

Acqg On : 04 Apr 2022 11:35
Operator : JC/MD

Sample ¢ VX0404WBS01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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 7.379 1022 1032 1037 rBV 27331 62993 12.32% 0.726%
38 7.434 1037 1041 1049 rVB2 29245 57424 11.23% 0.662%
39 7.586 1059 1066 1073 rBV 23281 45146 8.83% 0.520%
40 7.696 1073 1084 1094 rVB2 31263 70468 13.78% 0.812%
41  7.818 1094 1104 1115 rBvV2 35553 101732 19.89% 1.172%
42 8.116 1146 1153 1162 rBV2 8687 15901 3.11% 0.183%
43 8.244 1167 1174 1184 rVV 134380 212773 41.60% 2.451%
44  8.366 1187 1194 1205 rVB 40947 65861 12.88% ©.759%
45  8.574 1221 1228 1235 rBV 169522 266634 52.13% 3.072%
46 8.647 1235 1240 1247 rW 170507 272937 53.37% 3.145%
47  8.720 1247 1252 1262 rVB 76462 116296 22.74%  1.340%
48  8.982 1287 1295 1305 rBV 40491 61331 11.99% 0.707%
49 9.116 1312 1317 1320 rBV 44943 63390 12.39% 0.730%
50 9.153 1320 1323 1333 rVB 53517 75793 14.82% 0.873%
51 9.275 1336 1343 1346 rBV 61214 90695 17.73% 1.045%
52 9.311 1346 1349 1355 rVB 47078 64448 12.60% 0.743%
53 9.433 1363 1369 1377 rBV 150293 206489 40.37%  2.379%
54 9.525 1378 1384 1389 rvwVv 37493 54601 10.68% 0.629%
55 9.580 1389 1393 1396 rvVv 47825 64902 12.69% 0.748%
56 9.610 1396 1398 1406 rVB 27706 34773 6.80% 0.401%
57 10.055 1465 1471 1484 rBV2 202929 371187 72.58% 4.277%
58 10.165 1484 1489 1491 rVwV 61143 83539 16.33% 0.962%
59 10.195 1491 1494 1502 rVB 97329 122853 24.02% 1.415%
60 10.305 1506 1512 1521 rVB 179805 248253 48.54%  2.860%
61 10.653 1562 1569 1578 rBvV2 138991 247111 48.32%  2.847%
62 10.799 1588 1593 1597 rBV 33774 45193 8.84% 0.521%
63 10.842 1597 1600 1609 rVB 53435 65801 12.87% ©.758%
64 10.963 1615 1620 1625 rBV 107897 132255 25.86% 1.524%
65 11.018 1625 1629 1635 rVV 38073 46530 9.10% ©0.536%
66 11.079 1635 1639 1651 rVB 155642 206008 40.28%  2.374%
67 11.201 1653 1659 1663 rBV2 83699 161856 31.65% 1.865%
68 11.244 1663 1666 1672 rVV2 56882 109346 21.38% 1.260%
69 11.305 1672 1676 1681 rVV 104343 128240 25.07% 1.478%
70 11.366 1681 1686 1692 rVWV 97801 120417 23.54% 1.387%
71 11.457 1695 1701 1712 rVB 195992 253780 49.62%  2.924%
72 11.719 1738 1744 1747 rBV2 147670 212085 41.47% 2.444%
73 11.756 1747 1750 1756 rVB 111388 133436 26.09% 1.537%
74 11.890 1767 1772 1778 rVB 104298 128461 25.12% 1.480%
75 11.969 1780 1785 1788 rBV 87422 109027 21.32% 1.256%

76 12.018 1788 1793 1804 rVB4 251399 511452 100.00% 5.893%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe40422\
Data File : VX@27950.D

Acqg On : 04 Apr 2022 11:35

Operator : JC/MD

Sample ¢ VX0404WBS01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5

Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

1 % of largest Peak
100

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 12.335 1840 1845 1857 rVB 188024 225427 44.08%  2.597%
78 12.542 1874 1879 1884 rBV 56842 74344 14.54%  0.857%
79 12.945 1939 1945 1952 rBV2 28331 37045 7.24% 0.427%
80 13.103 1967 1971 1979 rVB 4481 5941 1.16% 0.068%
81 13.286 1996 2001 2012 rVB 117254 136415 26.67% 1.572%
82 13.591 2046 2051 2057 rVB 74003 91404 17.87% 1.053%
83 13.725 2068 2073 2077 rBV 48991 56654 11.08% 0.653%
84 13.780 2077 2082 2091 rVB 95764 125896 24.62% 1.451%
85 13.963 2107 2112 2120 rVB 78903 94185 18.42% 1.085%

Sum of corrected areas: 8679440
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
250000
200000
150000

100000

50000

¢ VX0404WBS0O1
: 5.0mL/MSVOA_X/WATER
: 5 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

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

: VX027950.D
: 04 Apr 2022 11:35

JC/MD

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032922W.M
. SW846 8260

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

TIC: VX027950.D\data.ms
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Library Search Compound Report

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

Data File : VX@27950.D

Acqg On : 04 Apr 2022 11:35
Operator : JC/MD

Sample : VX0404WBS01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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.
4.641 15.26 ug/l 41208  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanenitrile 55 C3H5N 000107-12-0 64
2 Propargylamine 55 C3H5N 002450-71-7 5
3 1,2-Butadiene 54 C4He 000590-19-2 5
4 2-Butyne 54 C4He 000503-17-3 5
5 1-Butyne 54 C4H6 000107-00-6 4

Abundance Scan 583 (4.641 min): VX027950.D\data.ms (-577) (-)
54.1

m/z 54.10 100.00%

5000 /M
R E e AR RARE T
40.0 ‘ 4.40 4.60 4.80 5.00
Olerrrrregrrrprerprrrrrre e e M/ 55,05 19.73%
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 L L L L BN I IR
4.40 4.60 4.80 5.00
m/z 52.05 19.48%
40.0 H ‘
O\HHH‘HH‘HH‘\\]\.ﬁ\(\)\\‘HH’HH‘HH‘\}H"HH‘HHH!H\H‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #176: Propargylamine
54.0
R AR RE e B
4.40 4.60 4.80 5.00
5000 ITI z 51.10 18.46%
39.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #164: 1,2-Butadiene R R R
54.0 4.40 4.60 4.80 5.00
m/z 53.10 10.56%
5000
27.0 390
oHw‘2‘:”‘H‘“"1“5‘19“‘w,l‘!“HWH‘,MW!M,Www SR ' A N S
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 : VX027950.D

Acqg On : 04 Apr 2022 11:35
Operator : JC/MD

Sample : VX0404WBS01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.286 13.34 ug/l 136415 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 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93
Abundance Scan 2001 (13.286 min): VX027950.D\data.ms (-1996) (- m/z 119.20 100.00%
119.2
5000 134.2
91.1 — T 1
510 5.1 ‘ 13.00 13.50
Ottt et bl m/z 134,200 39.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0 —r— —
13.00 13.50
m/z 91.10 18.49%
39.0 91.0
O \\’].\?\.\()‘\H‘\‘\\\\“-‘\H\i‘“\\\ﬁus‘\-\()‘\\\‘“‘HH“HH‘\w\\‘\\‘mlHH‘\‘\‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0
P —2
13.00 13.50
5000 134.0 m/z 120.20  9.30%
0‘W‘HwHﬁ‘HH_H‘WHwHuwuhuuumu‘wmwumuuuwhuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17069: Benzene, 1,2,4,5-tetramethyl- e — A
119.0 13.00 13.50
m/z 77.10 9.10%
134.0
5000
91.0
65.0
0‘W‘HwHH_Hw‘§ﬂpuwﬂW‘JquumuwﬂmwNMLu‘mﬁwu‘ A A —— f
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027950.D

Acqg On : 04 Apr 2022 11:35
Operator : JC/MD

Sample : VX0404WBS01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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 4.641 15.3 ug/l 41208 1 5.556 135028 50.0
Benzene, 1,2,3,... 13.286 13.3 ug/l 136415 4 12.024 511452 50.0
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