LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010383.D

Aca On : 21 Jun 2019 14:38

Operator : JC/SP

Sample : K3473-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X061919W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.282 18 21 26 rvB 11318 16945 1.14% 0.145%
2 1.410 36 42 46 rBV 95755 114173 7.66% 0.979%
3 1.446 46 48 53 rvB 14990 18101 1.22% 0.155%
4 1.696 85 89 91 rBv2 35157 43796 2.94% 0.376%
5 1.733 91 95 103 rVvB 148958 206241 13.85% 1.769%
6 1.964 127 133 138 rBvY 26672 38866 2.61% 0.333%
7 2.190 164 170 178 rVB 49699 83750 5.62% 0.718%
8 2.269 178 183 191 rVB3 7890 18064 1.21% 0.155%
9 2.373 193 200 210 rBvV 903300 1489587 100.00% 12.777%
10 2.611 233 239 249 rVB 17368 33926 2.28% 0.291%
11 3.043 298 310 318 rVB3 7356 22602 1.52% 0.194%

12 3.702 407 418 430 rBvV 139132 341464 22.92% 2.929%
13 4.598 555 565 576 rBvV 93274 256992 17.25% 2.204%
14 5.500 701 713 725 rBV 162126 469299 31.51% 4.025%
15 5.665 729 740 750 rvVv 277052 791512 53.14% 6.789%

16 5.750 752 754 767 rVB2 8340 18803 1.26% 0.161%
17 6.061 796 805 815 rBV 154546 403404 27.08% 3.460%
18 6.195 821 827 835 rvB2 20600 53929 3.62% 0.463%

19 6.342 840 851 866 rBvV 269579 720425 48.36% 6.180%
20 6.860 925 936 951 rBV 419051 975158 65.46% 8.365%

21 7.220 986 995 997 rBV3 11088 24483 1.64% 0.210%
22 7.256 997 1001 1008 rvB2 18713 40310 2.71% 0.346%
23 7.732 1072 1079 1092 rBV 220681 436569 29.31% 3.745%
24 8.043 1124 1130 1137 rBV2 18590 34565 2.32% 0.296%
25 8.494 1197 1204 1211 rBV 29914 51918 3.49% 0.445%
26 8.713 1233 1240 1249 rBV 879214 1343836 90.22% 11.527%
27 9.506 1362 1370 1378 rBV2 35558 62480 4._.19% 0.536%
28 9.792 1410 1417 1424 rBV 18745 27698 1.86% 0.238%
29 10.030 1447 1456 1460 rBV3 14308 25558 1.72% 0.219%
30 10.109 1464 1469 1479 rVvVv 814721 1133137 76.07% 9.720%
31 10.902 1594 1599 1604 rBV2 21222 30927 2.08% 0.265%
32 11.073 1622 1627 1631 rVB2 10126 15445 1.04% 0.132%
33 11.140 1631 1638 1647 rBV2 745091 1040509 69.85% 8.925%
34 11.664 1720 1724 1729 rBV 18733 25946 1.74% 0.223%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010383.D

Aca On : 21 Jun 2019 14:38

Operator : JC/SP

Sample : K3473-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_M
SW846 8260

35 12.078 1786 1792 1800 rBV 828239 1069309 71.79% 9.172%

36 12.298 1825 1828 1834 rVB 34263 43813 2.94% 0.376%

37 12.755 1899 1903 1911 rVB5 11357 21581 1.45% 0.185%

38 12.901 1919 1927 1932 rBvV2 12486 22031 1.48% 0.189%

39 13.346 1995 2000 2006 rBvV 69404 91060 6.11% 0.781%
Sum of corrected areas: 11658212
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010383.D

Aca On 21 Jun 2019 14:38

Operator : JC/SP

Sample : K3473-01

Misc - 5.0mL/MSVOA X/WATER

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X061919W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX010383.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010383.D

Aca On : 21 Jun 2019 14:38

Operator : JC/SP

Sample : K3473-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W._M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

2.19 5.29 ug/Il 83750 Pentafluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.2-dichloro-1.1.2-trifl... 152 C2HCI2F3 000354-23-4 94
2 1-Bromo-2-chloro-1.1.2-trifluoro... 196 C2HBrCIF3 000354-06-3 47
3 Fluorodichloromethane 102 CHCI2F 000075-43-4 16
4 Cvclopropane. 1.2-dimethyvl-3-met... 82 C6H10 062338-02-7 10
5 Methyl 2-butynoate 98 C5H602 023326-27-4 9

Abundance Scan 170 (2.190 min): VX010383.D (-164) (-) m/z 66.90 100.00%
68.9 117.0
5000 85.0
44.0 ‘ | 134.8152.0 1.80 2.00 2.20 2.40 2.60
0 .,....,...~.,:':"..,.:..,".|...',....,....,..!. el | m/z 117.00 88.71%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #25463: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67.0
117.0
5000 T T T T T T T T
310 85.0 1.80 2.00 220 2.40 2.60
‘ m/z 85.00 48 .26%
0'|'“'|“lLHMPw"“Nt“'|“' w"w}?ao'“' [TrrrprrroTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #58371: 1-Bromo-2-chloro-1,1,2-trifluoroethane
117.0
67.0 180 200 220 240 2.60
m/z 68.90 34 .83Y%
5000 310 0
o 48P |y 80 \1420161017901980
m/z--> 6 25 Jo eb éo 160 120 150 160 180 200 220
Abundance #4502: Fluorodichloromethane
67.0 1.80 2.00 220 2.40 2.60
m/z 118.90 27 .09%
5000
35.0
oL20 T 102.0 .
m/z--> 6 25 Jo eb éo 160 120 150 1éo 180 260 220 180 260 220 2Zo 2%0
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX062119\
Data File : VX010383.D

Aca On : 21 Jun 2019 14:38

Operator : JC/SP

Sample : K3473-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Amylene hydrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.34 36.94 ug/1 720425 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene hvdrate 88 C5H120 000075-85-4 83
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 40
3 3-Hexanol 102 C6H140 000623-37-0 39
4 Propanoic acid. 2-hvdroxy-2-methvl- 104 C4H803 000594-61-6 33
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 10

Abundance Scan 851 (6.342 min): VX010383.D (-840) (-) m/z 59.00 100.00%
5d.0
73.0
5000
43.0 ‘
e e
6.00 6.20 6.40 6.60
Obrrrerrrprreerrr bbbl 856 1289 nsoT 03700 65.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2099: Amylene hydrate
54.0
73.0
5000
310 430 6.00 6.20 6.40 6.60
: ' ‘ m/z 55.00 44 53%
15.0 |
0'w'“'w'lh“'W“Lw'“'h'“f”'w'”'w'“l“'w'“'w'“l“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4460: 3-Pentanol, 2-methyl-
59.0
6.00 6.20 6.40 6.60
5000 73.0 m/z 43.00 31.82%
310 410
[l ‘ L H \ ‘\\ . L 85.0 101.0
O e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4419: 3-Hexanol
59.0 6.00 6.20 6.40 6.60
m/z 41.00 14 .80%
73.0
5000
43.0
31.0
0 15.0 \HH il | 84.0 101.0 J\\
m/z--> 10 20 35 40 éo eb fo 80 90 100 110 120 130 600 620 640 660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX062119\
Data File : VX010383.D

Acq On : 21 Jun 2019 14:38

Operator : JC/SP

Sample - K3473-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X061919W_M
SW846 8260

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethane, 1,2-dichl... 2.19 5.3 ug/Il 83750 1 5.66 791512 50.0
Amylene hydrate 6.34 36.9 ug/I 720425 2 6.86 975158 50.0
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