LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121918\
Data File : VX006644.D

Aca On : 19 Dec 2018 18:31

Operator : JC/MD

Sample : J6479-01

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\82X121818W.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

1.410 36 42 46 rBv2 193822 234460 7.01% 0.932%
1.452 46 49 55 rvB 30695 42034 1.26% 0.167%
74 80 rBv2 29372 51376 1.54% 0.204%
1.696 85 89 92 rvv2 71743 110382 3.30% 0.439%
1.733 92 95 103 rVB 434531 574945 17.19% 2.286%
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6 1.965 129 133 139 rVB 54320 76536 2.29% 0.304%
7 2.190 164 170 178 rVB 103419 184505 5.51% 0.734%
8 2.379 195 201 212 rBV 2105923 3345526 100.00% 13.303%
9 2.861 276 280 287 rVB 22131 41117 1.23% 0.163%
10 3.702 410 418 432 rVB 303656 738405 22.07% 2.936%

11 4.598 553 565 578 rBvV 174991 496872 14.85% 1.976%
12 5.501 703 713 727 rBV 353377 1021745 30.54% 4.063%
13 5.665 729 740 753 rvV 619174 1762963 52.70% 7.010%
14 5.793 754 761 770 rVB6 13223 37979 1.14% 0.151%
15 6.067 796 806 815 rBv2 381727 980892 29.32% 3.900%

16 6.196 822 827 836 rVB 47547 118679 3.55% 0.472%
17 6.372 845 856 868 rBvV 416523 1110637 33.20% 4.416%
18 6.860 926 936 955 rBV 941104 2207593 65.99% 8.778%

19 7.214 988 994 997 rBV3 20122 40113 1.20% 0.160%
20 7.262 997 1002 1009 rVB 36857 78415 2.34% 0.312%
21 7.744 1075 1081 1094 rBV 393606 761776 22.77% 3.029%
22 8.043 1123 1130 1139 rBV 32824 62763 1.88% 0.250%
23 8.506 1199 1206 1213 rVB2 42702 79590 2.38% 0.316%
24 8.713 1233 1240 1252 rBV 1954161 3050238 91.17% 12.129%
25 9.512 1364 1371 1377 rBV2 53493 88124 2.63% 0.350%
26 9.792 1412 1417 1421 rVB2 30716 44126 1.32% 0.175%
27 10.109 1464 1469 1479 rVV 1889999 2619251 78.29% 10.415%
28 10.695 1561 1565 1572 rVB 23258 34867 1.04% 0.139%
29 10.902 1595 1599 1604 rBvV4 28358 39764 1.19% 0.158%
30 11.134 1632 1637 1649 rBV2 1654804 2271085 67.88% 9.031%
31 11.664 1720 1724 1730 rVB 26447 38574 1.15% 0.153%
32 12.079 1786 1792 1800 rBV 2059048 2543588 76.03% 10.114%
33 12.298 1821 1828 1834 rBV 47075 64799 1.94% 0.258%
34 12.902 1919 1927 1932 rVB3 23508 38258 1.14% 0.152%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121918\
Data File : VX006644.D

Aca On : 19 Dec 2018 18:31

Operator : JC/MD

Sample : J6479-01

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\82X121818W.M
SW846 8260

35 13.347 1995 2000 2005 rBV 118816 156061 4.66% 0.621%

Sum of corrected areas: 25148038
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121918\
Data File : VX006644.D

Aca On : 19 Dec 2018 18:31

Operator : JC/MD

Sample : J6479-01

Misc - 5.0mL/MSVOA X/WATER

ALS Vial :© 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W.M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX006644.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121918\
Data File : VX006644.D

Aca On : 19 Dec 2018 18:31

Operator : JC/MD

Sample : J6479-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 1 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 2

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

2.19 5.23 ug/Il 184505 Pentafluorobenzene 5.67
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 45
3 1.E-6.Z-11-Hexadecatriene 220 C16H28 083483-55-0 18
4 Phosphorochloridic acid. hexvl p... 270 C11H24CI03P 1000309-08-9 12
5 1,4-Pentadiene, 3-methyl- 82 C6H10 001115-08-8 10

Abundance Scan 170 (2.190 min): VX006644.D (-164) (-) m/z 66.95 100.00%
q7 117
5000 85 fk j\
Rt
51 ‘ 1.80 2.00 220 2.40 2.60
100 || 133 152
Obrrrrr o s ..,“.I...,....,....,.... 16194208 226241 289215293 .| [ 'm/z 116.90  83.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25463: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67
117
5000 BRSNS BRI
21 85 1.80 2.00 220 2.40 2.60
o m/z 84.90 45 .06%
0 “ \H‘ | \‘100 ‘133152
m/z--> 25 45 éo éo 160 150 150 1&0 1§o 260 250 250 2éo 2éo 360
Abundance
117
67 1.80 2.00 220 2.40 2.60
5000 m/z 68.95 30.84Y%

31

51 82 gg

142 161 179 198

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77680: 1,E-6,Z-11-Hexadecatriene
41 1.80 2.00 2.20 2.40 2.60
m/z 118.90 27 .99%
5000
10 149
ol 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX121918\
Data File : VX006644.D

Aca On : 19 Dec 2018 18:31

Operator : JC/MD

Sample : J6479-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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.

6.37 25.15 ug/1 1110640 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene hvdrate 88 C5H120 000075-85-4 90
2 3-Hexanol 102 C6H140 000623-37-0 45
3 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 42
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 32
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 18

Abundance Scan 856 (6.372 min): VX006644.D (-845) (-) m/z 59.10 100.00%
59
5000 !E
43

4 6.00 6.20 6.40 6.60 6.80

ol 99 123 145162178 195 216 246 281296 m/z 55.05 74 . 73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2100: Amylene hydrate
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5000 e amARARE SR
43 600 6.20 6.40 6.60 6.80

m/z 73.10 64 .76%

”.Pﬂw.”w.Jﬁ.”w.”w.”w.”w”.w”.w””,””,””P.”P.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59

6.00 6.20 6.40 6.60 6.80

o

5000 a1 m/z 43.00 33.96%
0 15 74 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4462: 3-Pentanol, 2-methy!- T T T P T
59 600 620 640 660 680

m/z 41.05 22 .19%

5000
a1
26 M | 74 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 600 6.20 640 6.60 6.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX121918\
Data File : VX006644.D

Acq On : 19 Dec 2018 18:31

Operator : JC/MD

Sample - J6479-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121818W_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 5.2 ug/Il 184505 1 5.67 1762960 50.0
Amylene hydrate 6.37 25.1 ug/1 1110640 2 6.86 2207590 50.0
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