LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063020\
Data File : VX017054.D

Aca On : 30 Jun 2020 18:41

Operator : JC/SP

Sample : L3123-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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\82X062920W .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

1.392 45 50 54 rBvV 21350 23890 1.83% 0.219%
1.684 93 98 102 rBV3 11911 16627 1.27% 0.153%
rBv2 15737 25557 1.96% 0.235%
2.355 202 208 213 rBV 278402 437100 33.50% 4.012%
2.416 213 218 235 rVB 484575 806282 61.79% 7.401%
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2.575 235 244 260 rBV 456728 849659 65.12% 7.799%
3.672 412 424 439 rBvV 75987 182013 13.95% 1.671%
rBv3 25468 73140 5.61% 0.671%
5.470 707 719 732 rBV 150009 434704 33.31% 3.990%
5.635 734 746 767 rVB 235505 677119 51.89% 6.215%
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11 6.031 801 811 823 rBV 157761 416006 31.88% 3.818%
12 6.165 828 833 840 rVvB3 8214 20047 1.54% 0.184%
13 6.306 847 856 868 rBV3 90027 254176 19.48% 2.333%
14 6.830 929 942 954 rBV 380709 921584 70.63% 8.459%
15 7.714 1080 1087 1102 rBV 59726 124549 9.55% 1.143%

16 8.025 1128 1138 1145 rBV 51037 94445 7.24% 0.867%
17 8.695 1241 1248 1257 rBV 821257 1260503 96.60% 11.570%
18 9.604 1393 1397 1402 rVB3 9220 15166 1.16% 0.139%
19 9.774 1419 1425 1435 rVB 43457 64941 4.98% 0.596%
20 10.012 1457 1464 1468 rBV2 11669 20111 1.54% 0.185%
21 10.098 1472 1478 1485 rVB 878591 1188727 91.10% 10.911%
22 10.341 1506 1518 1524 rBV7 11580 39644 3.04% 0.364%
23 10.396 1524 1527 1538 rVB2 17880 28161 2.16% 0.258%
24 10.628 1557 1565 1572 rBV5 10603 28791 2.21% 0.264%
25 10.817 1587 1596 1601 rBV6 15029 26689 2.05% 0.245%
26 10.896 1603 1609 1617 rBV6 14405 29506 2.26% 0.271%
27 11.122 1639 1646 1651 rBV 816230 1006124 77.11% 9.235%
28 11.262 1665 1669 1674 rVB6 10061 14925 1.14% 0.137%
29 11.421 1690 1695 1697 rBV 18509 26790 2.05% 0.246%
30 11.652 1729 1733 1740 rVB2 15169 25958 1.99% 0.238%
31 11.792 1752 1756 1764 rVB 31155 44160 3.38% 0.405%
32 11.902 1770 1774 1776 rBV2 12662 16420 1.26% 0.151%
33 12.061 1795 1800 1807 rBV 1041318 1304846 100.00% 11.977%
34 12.128 1807 1811 1816 rVB 17463 23674 1.81% 0.217%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063020\
Data File : VX017054.D

Aca On : 30 Jun 2020 18:41

Operator : JC/SP

Sample : L3123-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 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\82X062920W.M

Title : SW846 8260

35 12.219 1820 1826 1831 rVB 9453 13717 1.05% 0.126%
36 12.286 1831 1837 1844 rBV2 32442 56337 4._.32% 0.517%
37 12.353 1844 1848 1857 rVB2 33817 55752 4.27% 0.512%
38 12.445 1857 1863 1868 rBV3 11307 18397 1.41% 0.169%
39 12.500 1868 1872 1877 rVB 13467 18135 1.39% 0.166%
40 12.756 1908 1914 1919 rBvV4 22557 54324 4.16% 0.499%
41 12.878 1929 1934 1940 rVB4 14429 28113 2.15% 0.258%
42 12.963 1940 1948 1951 rBV3 13351 25452 1.95% 0.234%
43 13.006 1951 1955 1960 rVB2 11438 16098 1.23% 0.148%
44 13.067 1961 1965 1970 rBV4 8416 13972 1.07% 0.128%
45 13.329 2004 2008 2013 rVv2 34826 51467 3.94% 0.472%
46 13.463 2027 2030 2038 rVB4 13367 20987 1.61% 0.193%

Sum of corrected areas: 10894785
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

5.0mL/MSVOA X/WATER
24

= Z:\VOASRV\HPCHEM1I\MSVOA X\DATA\VX063020\
: VX017054.D

: 30 Jun 2020 18:41

: JC/SP

: L3123-05

Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M

Quant Title

TIC Library

TIC Integ

SW846 8260

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063020\
Data File : VX017054.D

Aca On : 30 Jun 2020 18:41

Operator : JC/SP

Sample : L3123-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 Isopropyl Alcohol Concentration Rank 1

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

2.57 62.74 ug/1 849659 Pentafluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
3 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
4 Formamide 45 CH3NO 000075-12-7 5
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 4

Abundance Scan 243 (2.568 min): VX017054.D (-235) (-) m/z 45.00 100.00%
45
5000
5 220 240 260 280 3.00
Ol 28 SR 2 Tm/z 42,95 21.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropy! Alcohol
45
5000 I LR UL N

2.20 2.40 260 280 300
m/z 41.00 9.04%

15 27 89
Ol e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45 60
20 R REE R
220 240 2.60 2.80 3.00
5000 m/z 39.00 7.48%
15
o | T LS SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #275: Hydrazine, ethyl-
45 220 240 2.60 2.80 3.00

m/z 42.00 5.26%

5000 60
0 HH‘\ ‘ A /L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 260 2.80 300
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063020\
Data File : VX017054.D

Aca On : 30 Jun 2020 18:41

Operator : JC/SP

Sample : L3123-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 2 Amylene hydrate Concentration Rank 2

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

6.31 13.79 ug/Il 254176 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Amvlene hvdrate 88 C5H120 000075-85-4 83
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 53
3 Propanoic acid. 2-hvdroxv-2-methvl- 104 C4H303 000594-61-6 50
4 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 45
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 38

Abundance Scan 857 (6.312 min): VX017054.D (-847) (-) m/z 59.00 100.00%
99
73
5000 43
6.00 6.20 6.40 6.60
0 ...,....|,|'.'..':'-i..".-.,8.5...9,9....,....,....,....,....,?97.. m/z 72.95 60.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2100: Amylene hydrate
59
5000 73 S AR AR AR AR
31 43 6.00 6.20 6.40 6.60
‘ m/z 55.00 54 _15%
0"'Iih'”LJ*i”h'l”"l”"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
6.00 6.20 6.40 6.60
5000 43 m/z 43.00 37.96%
31
15 87
S S S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4714: Propanoic acid, 2-hydroxy-2-methyl- A REE R AE e o LR
59 6.00 6.20 6.40 6.60
m/z 41.00 19.63%
43
5000 st
o LMy ) 70 86 101
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX063020\
Data File : VX017054.D

Aca On : 30 Jun 2020 18:41

Operator : JC/SP

Sample : L3123-05

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .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 3 1,3-Dichloro-2-methyl-propene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.02 5.12 ug/l 94445 1,4-Difluorobenzene 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dichloro-2-methvl-propene 124 C4H6CI2 1000194-02-2 83
2 2-Bromo-1-(chloromethvl)cvclopro... 168 C4H6BrcCI 1000222-15-8 78
3 1.3-Dichloro-2-butene 124 C4H6CI2 000926-57-8 53
4 2-Butvne. 1-chloro- 88 C4H5CI 003355-17-7 38
5 1,3-Butadiene, 1-bromo- 132 C4H5Br 021890-35-7 38
Abundance Scan 1137 (8.019 min): VX017054.D (-1128) (-) m/z 53.00 100.00%
58

89

5000

7.60 7.80 8.00 8.20 8.40

0 m/z 89.00 77.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10287: 1,3-Dichloro-2-methyl-propene
53
89
5000 |||/|\‘|||||||||||||||||||
124 7.60 7.80 8.00 8.20 8.40
m/z 124_.00 37.46%
39
73 109
3 N T NP e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
o7 93 89
IR o B R
7.60 7.80 8.00 8.20 8.40
5000 m/z 51.00 29.08%

119
o 75 105 || 133 153 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #10277: 1,3-Dichloro-2-butene L e
53 89 7.60 7.80 8.00 8.20 8.40
m/z 126.00 27 .27%
5000
27
124
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 760 7.80 800 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX063020\
Data File : VX017054.D

Acq On : 30 Jun 2020 18:41

Operator : JC/SP

Sample - L3123-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X062920W .M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.57 62.7 ug/l 849659 1 5.63 677119 50.0
Amylene hydrate 6.31 13.8 ug/I1 254176 2 6.84 921584 50.0
1,3-Dichloro-2-me... 8.02 5.1 ug/Il 94445 2 6.84 921584 50.0
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