LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027951.D

Acqg On : 04 Apr 2022 12:13

Operator : JC/MD

Sample : VX0404WBSDO1

Misc : 5.0mL/MSVOA_X/WATER \VX0404WBSDO1

ALS vial : 6 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@27951.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.167 106 13 19 rVB 20878 18117 3.53% 0.196%
2 1.252 21 27 31 rBV3 3367 7611 1.48% 0.082%
3 1.288 31 33 43 rVB 14678 16602 3.24% 0.180%
4 1.374 43 47 50 rBV 16219 15178 2.96% 0.164%
5 1.605 81 85 94 rVB 13888 18240 3.56% 0.198%
6 1.685 94 98 106 rBV 9694 13034 2.54% 0.141%
7 1.886 126 131 140 rVB 26908 38755 7.56% 0.420%
8 2.136 166 171 181 rVB 20525 29685 5.79% 0.322%
9 2.233 183 188 196 rBV 14898 22981 4.48% 0.249%
10 2.325 196 203 208 rvv2 52370 101260 19.74% 1.097%
11 2.374 208 211 219 rW 35156 54999 10.72% 0.596%
12 2.453 219 224 229 rVWV 11197 18664 3.64% 0.202%
13 2.508 229 233 243 rVB 14863 25293 4.93% 0.274%
14 2.660 249 258 262 rBvV2 28712 56464 11.01% 0.612%
15 2.703 262 265 272 rW 15718 25465 4.97% 0.276%
16 2.788 272 279 290 rVB 27944 51912 10.12% 0.562%
17 2.953 299 306 317 rBV2 13442 31660 6.17% 0.343%
18 3.063 317 324 326 rVW 49791 91883 17.92% ©.995%
19 3.105 327 331 346 rVB2 55383 137167 26.75% 1.486%
20 3.611 403 414 423 rBV 20701 48422 9.44% 0.525%
21  3.721 423 432 454 rVWW2 93841 312707 60.97%  3.387%
22 4.477 544 556 563 rBv2 42207 129804 25.31% 1.406%
23  4.550 563 568 576 rVB2 27858 69710 13.59% 0©.755%
24 4.635 576 582 589 rBV 18946 47417 9.25% ©0.514%
25 4.715 589 595 597 rBV 7025 13140 2.56% 0.142%
26 4.910 616 627 635 rBV5 27641 91333 17.81% ©.989%
27 5.001 635 642 650 rvw 36813 113695 22.17% 1.232%
28 5.093 650 657 671 rVB2 22074 69786 13.61% 0.756%
29 5.385 694 705 713 rBV2 62293 185330 36.14% 2.008%
30 5.471 713 719 725 rVB2 14432 32584 6.35% 0.353%
31 5.550 725 732 739 rBV 59396 154621 30.15% 1.675%
32 5.684 747 754 767 rVB4 41666 123838 24.15% 1.341%
33 5.952 788 798 805 rBV 43443 114773 22.38%  1.243%
34 6.038 805 812 817 rBV2 35809 84623 16.50% ©.917%
35 6.336 852 861 875 rBV2 23064 60470 11.79%  ©.655%

36 6.763 921 931 945 rBV 100526 238897 46.58%  2.588%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027951.D

Acqg On : 04 Apr 2022 12:13

Operator : JC/MD

Sample : VX0404WBSDO1

Misc : 5.0mL/MSVOA_X/WATER \VX0404WBSDO1

ALS vial : 6 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 7.123 983 990 1002 rBV 33954 75002 14.62% 0.812%
38 7.379 1025 1032 1037 rBV2 35302 80980 15.79% 0.877%
39 7.428 1037 1040 1050 rVB 31726 61822 12.05% 0.670%
40 7.580 1058 1065 1073 rBV2 24983 48024 9.36% ©0.520%
41  7.690 1073 1083 1095 rVv2 32027 73863 14.40%  0.800%
42 7.818 1095 1104 1120 rVB2 40470 112341 21.90% 1.217%
43 8.116 1146 1153 1159 rBV 9572 17052 3.32% 0.185%
44  8.238 1167 1173 1185 rBV 139139 225381 43.95%  2.441%
45 8.366 1188 1194 1204 rVB 44869 70416 13.73% 0.763%
46 8.574 1220 1228 1234 rBV 191726 301008 58.69% 3.261%
47  8.647 1234 1240 1247 rVWW 190024 302875 59.06%  3.281%
48 8.720 1247 1252 1264 rVB 85377 130291 25.40% 1.411%
49 8.976 1289 1294 1302 rBV 45022 67082 13.08% 0.727%
50 9.116 1311 1317 1320 rBV 50939 70793 13.80% 0.767%
51 9.153 1320 1323 1330 rVB 54638 76081 14.83% 0.824%
52 9.275 1337 1343 1346 rBV 67486 100819 19.66% 1.092%
53 9.305 1346 1348 1355 rVB 46223 63121 12.31% 0.684%
54  9.427 1363 1368 1377 rBV 145562 200035 39.00% 2.167%
55 9.519 1378 1383 1388 rvv 37615 54765 10.68% 0.593%
56 9.580 1388 1393 1396 rvwVv 45696 63893 12.46% 0.692%
57 9.610 1396 1398 1406 rVB 27925 34367 6.70% 0.372%
58 10.055 1465 1471 1483 rBV2 198163 365241 71.22%  3.956%
59 10.165 1483 1489 1491 rVV 60074 86984 16.96% 0.942%
60 10.195 1491 1494 1506 rVWV 102927 129057 25.16% 1.398%
61 10.299 1506 1511 1522 rVB 183157 251308 49.00% 2.722%
62 10.647 1562 1568 1578 rBV2 127966 233562 45.54% 2.530%
63 10.799 1588 1593 1597 rBV 32680 43899 8.56% 0.476%
64 10.842 1597 1600 1607 rVB 48128 56085 10.94% 0.608%
65 10.964 1615 1620 1625 rBV 111020 135242 26.37% 1.465%
66 11.018 1625 1629 1634 rvwVv 33475 41906 8.17% 0.454%
67 11.079 1634 1639 1649 rVB 151159 198197 38.65% 2.147%
68 11.201 1653 1659 1663 rVV2 76580 149787 29.21% 1.623%
69 11.238 1663 1665 1672 rVV2 51759 98160 19.14% 1.063%
70 11.305 1672 1676 1681 rVWV 108195 129306 25.21% 1.401%
71 11.366 1681 1686 1692 rVV 91729 114411 22.31% 1.239%
72 11.451 1695 1700 1711 rVB2 191407 247318 48.22% 2.679%
73 11.720 1738 1744 1747 rBV2 146861 214082 41.74% 2.319%
74 11.750 1747 1749 1758 rVB 110279 131197 25.58% 1.421%
75 11.890 1767 1772 1780 rVB 112723 137157 26.74% 1.486%

76 11.969 1780 1785 1788 rVV 89246 108268 21.11% 1.173%
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Data Path

Data File : VX@27951.D

Acqg On : 04 Apr 2022 12:13
Operator : JC/MD

Sample ¢ VX0404WBSDO1

Misc

ALS vial : 6

Integration Parameters: RTEINT.P

Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:

Stop Thrs : ©

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

Peak Location:

LSC Area Percent Report

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

5

1 % of largest Peak
100

TOP

VX0404WBSDO01

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 12.018 1788 1793 1804 rVB4 254287 512861 100.00% 5.556%
78 12.335 1840 1845 1852 rVB 196248 231866 45.21% 2.512%
79 12.543 1874 1879 1884 rBV 63420 81855 15.96% 0.887%
80 12.945 1936 1945 1951 rBV2 27224 37152 7.24% 0.402%
81 13.103 1967 1971 1976 rVB 4424 5728 1.12% 0.062%
82 13.286 1996 2001 2009 rVB 138321 159610 31.12% 1.729%
83 13.591 2046 2051 2058 rBV 84802 106518 20.77% 1.154%
84 13.725 2068 2073 2077 rBV 68768 80618 15.72% ©.873%
85 13.780 2077 2082 2090 rVB 109411 138292 26.96% 1.498%
86 13.963 2107 2112 2118 rBV 88064 109680 21.39% 1.188%
Sum of corrected areas: 9231478
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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
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150000

100000

50000

o

Time-->
Abundance
250000

200000

150000

100000

50000

. VX0404WBSDO1
: 5.0mL/MSVOA_X/WATER
: 6 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

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

: VX027951.D
: 04 Apr 2022 12:13

JC/MD

VX0404WBSDO01

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

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

TIC: VX027951.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040422\
Data File : VX027951.D

Acqg On : 04 Apr 2022 12:13

Operator : JC/MD

Sample : VX@404WBSDO1

Misc : 5.0mL/MSVOA_X/WATER \VX0404WBSDO1

ALS vial : 6 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 2
R.T. EstConc Area Relative to ISTD R.T.
4.635 15.33 ug/l 47417  Pentafluorobenzene 5.550

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

Abundance Scan 582 (4.635 min): VX027951.D\data.ms (-576) (-) m/z 54.10 100.00%

54.1
5000
R REEEEEE
40.0 ‘ 4.40 4.60 4.80 5.00
oH‘w,w,mwH_HWWHJWWW‘WWW m/z 52.10  20.38%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #174: Propanenitrile
54.0
28.0
5000 L L L I LN B
4.40 4.60 4.80 5.00
m/z 51.00 18.38%
40.0 H ‘
OH‘HH’H]\-E\(\)\\‘HH‘!\H‘\H\‘\}H"HH‘HH‘H! H\H‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #156: 2-Butyne
54.0
R R
4.40 4.60 4.80 5.00
5000 27.0 m/z 55.05 15.66%
390
Il 48, ‘\
oww,w,mwH_m_HWH,HWWM b
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #176: Propargylamine RRaEE R T
54.0 4.40 4.60 4.80 5.00
m/z 53.10 11.80%
5000
39.0
Oborrrrmprereermrrr e 330, 1 450 (L 00 A
m/z--> 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 : VX027951.D

Acqg On : 04 Apr 2022 12:13

Operator : JC/MD

Sample : VX@404WBSDO1

Misc : 5.0mL/MSVOA_X/WATER \VX0404WBSDO1

ALS vial : 6 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, 1,2,4,5-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.286 15.56 ug/l 159610 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94

Abundance Scan 2001 (13.286 min): VX027951.D\data.ms (-1996) (- m/z 119.15 100.00%

119.2
5000 134.2
gl.l T T T T T T
39.1 65.1 13.00 13.50
Ol el bt bl m/z 134,200 41.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 —~r —
13.00 13.50
91.0 m/z 91.10 17.88%
65.0
O \\‘:L\?HO‘\H‘\‘H\\“‘\\H“\‘\\\’\‘\‘H‘\H‘\‘\\\\“HH‘\‘\‘\\‘H‘\‘\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
R e
13.00 13.50
5000 134.0 m/z 120.10  10.32%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- — — A
119.0 13.00 13.50
m/z 117.10 7.98%
134.0
5000
91.0
s ] |
0 S At A PSS | S S —
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 : VX027951.D

Acqg On : 04 Apr 2022 12:13

Operator : JC/MD

Sample : VX0404WBSDO1

Misc : 5.0mL/MSVOA_X/WATER \VX0404WBSDO1

ALS vial : 6 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 15.3 ug/l 47417 1 5.550 154621 50.0
Benzene, 1,2,4,... 13.286 15.6 ug/l 159610 4 12.024 512861 50.0
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