LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX012419\

Data File : VX007201.D

Aca On - 24 Jan 2019 14:09

Operator : JC/SP

sample - K1227-04 :
Misc - 5.0mL/MSVOA X/WATER SRR
ALS Vial : 8 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\82X010819W.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 33 42 46 rBvV 73804 86098 2.56% 0.367%
1.629 65 78 84 rBv4 35668 95994 2.85% 0.410%
565 579 rBVY 1037702 2833461 84.14% 12.088%
5.507 700 714 726 rBv2 309884 898226 26.67% 3.832%
5.665 728 740 759 rvv 519152 1464744 43.49% 6.249%
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6.068 797 806 817 rBV 313757 819136 24.32% 3.495%
6.348 843 852 865 rvB2 68681 208719 6.20% 0.890%
936 951 rBV 765736 1812756 53.83% 7.734%
7.214 985 994 1000 rBV2 35593 78425 2.33% 0.335%
8.055 1123 1132 1140 rVB 61270 128648 3.82% 0.549%
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11 8.177 1144 1152 1162 rVB2 157525 310007 9.21% 1.323%
12 8.713 1226 1240 1248 rBV 1612515 2525444 74.99% 10.774%
13 9.335 1333 1342 1349 rBv2 110320 172956 5.14% 0.738%
14 10.116 1464 1470 1471 rBV 1652558 2157493 64.06% 9.205%
15 10.140 1471 1474 1488 rVB 2490001 3367742 100.00% 14.368%

16 10.335 1500 1506 1511 rBV3 29061 48156 1.43% 0.205%
17 10.664 1555 1560 1564 rVB2 28959 42209 1.25% 0.180%
18 11.067 1620 1626 1632 rBV3 42968 72128 2.14% 0.308%
19 11.140 1632 1638 1642 rBV 1291002 1719585 51.06% 7.336%
20 11.182 1642 1645 1648 rVB 42674 50510 1.50% 0.215%
21 11.676 1717 1726 1732 rBV7 15835 40033 1.19% 0.171%

22 11.768 1732 1741 1745 rBV 188498 249432 7.41% 1.064%
23 11.920 1757 1766 1768 rBV2 73448 117744 3.50% 0.502%
24 11.945 1768 1770 1777 rVB 55907 63197 1.88% 0.270%
25 12.024 1777 1783 1787 rBV5 22038 34891 1.04% 0.149%

26 12.079 1787 1792 1803 rVV 1734989 2184675 64.87% 9.321%
27 12.231 1812 1817 1824 rBV 252299 316600 9.40% 1.351%
28 12.371 1835 1840 1849 rVB4 52494 95526 2.84% 0.408%
29 12.658 1879 1887 1891 rBV2 29925 51359 1.53% 0.219%
30 12.719 1891 1897 1900 rBV 108925 157678 4.68% 0.673%

31 12.755 1900 1903 1909 rVV3 53001 78097 2.32% 0.333%
32 12.816 1909 1913 1917 rVB 115551 142851 4.24% 0.609%
33 12.871 1917 1922 1923 rBV 82125 100130 2.97% 0.427%
34 12.896 1923 1926 1931 rVB 276689 337118 10.01% 1.438%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX012419\

Data File : VX007201.D

Aca On - 24 Jan 2019 14:09

Operator : JC/SP

sample - K1227-04 :
Misc - 5.0mL/MSVOA X/WATER SRR
ALS Vial : 8 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\82X010819W.M

Title : SW846 8260

35 12.957 1931 1936 1939 rBV 66021 85740 2.55% 0.366%
36 13.091 1953 1958 1964 rVB 65838 85222 2.53% 0.364%
37 13.249 1980 1984 1988 rBV 63886 81932 2.43% 0.350%
38 13.304 1988 1993 1998 rVvVv 29706 38236 1.14% 0.163%
39 13.402 2005 2009 2014 rVB2 145587 181982 5.40% 0.776%
40 13.463 2014 2019 2022 rBV5 20499 38879 1.15% 0.166%
41 13.603 2035 2042 2046 rBV3 41061 65564 1.95% 0.280%

Sum of corrected areas: 23439323
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX012419\
VX007201.D

24 Jan 2019 14:09

JC/SP

K1227-04

5.0mL/MSVOA X/WATER

8 Sample Multiplier: 1

SS038RW151-190122

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P

AOUSE856
2000000
1500000
1000000

500000

TIC: VX007201.D

4.60

5.67
6.07

1.41
1.63

6.

OFy

Time--> 120 1.40 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 6.00 6.20

OS85
2000000
1500000
1000000

500000

TIC: VX007201.D

10.14

10{p2

8.71

11.14

6.86

10. 34 10 66 11-4

0
Time-->

I
9.00 10 50 11.00

AOUSE856
2000000
1500000
1000000

500000

11.6

TIC: VX007201.D

12.08

12.90
1177 12,23 3.40
megeh | 12.37 12 968.093259 3 413.60

Time-->

T T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX012419\

Data File : VX007201.D

Aca On - 24 Jan 2019 14:09

Operator : JC/SP

sample - K1227-04 :
Misc - 5.0mL/MSVOA X/WATER SRR
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Pentane, 2,2,4-trimethyl- Concentration Rank 4

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

6.35 5.76 ug/Il 208719 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 59
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 59
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 59
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59

Abundance Scan 852 (6.348 min): VX007201.D (-843) (-) m/z 57.10 100.00%
g7
5000
41
99 6.00 6.20 6.40 6.60
Ol prrrerrrr et v oo 1 121 140158 182 212232 263 290 | 77 56.10  35.28%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7663: Pentane, 2,2,4-trimethyl-
57
5000
a1 6.00 6.20 6.40 6.60
m/z 41.10 29.98%
ol 15| “ 839114
m/z--> 0 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 43.00 20.03%
41
o g5 113
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12720: Hexane, 2,2,4-trimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.00 12 .59%
5000
41
0 I g3 113
m/z--> 0 20 40 6|0 80 100 12'0 140 160 180 200 220 240 260 280 300 600 6.20 640 660
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX012419\

Data File : VX007201.D

Aca On - 24 Jan 2019 14:09

Operator : JC/SP

sample - K1227-04 :
Misc - 5.0mL/MSVOA X/WATER SRR
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Pentane, 2,3,3-trimethyl- Concentration Rank 1

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

8.18 8.55 ug/Il 310007 1,4-Difluorobenzene 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
3 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 53
4 Undecane. 5.7-dimethvl- 184 C13H28 017312-83-3 53
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53

Abundance Scan 1153 (8.183 min): VX007201.D (-1144) (-) m/z 43.10 100.00%
43
71
5000 57 | g5
99 7.80 8.00 8.20 8.40 8.60
o.“.”,”.l.JL.h.dn.m.}?E@5ﬂ????% 9 219236 260 | "m/z 71.10 66.66%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 8.20 8.40 8.60
27 85 m/z 70.05 50.75%
oz | \‘ | e
m/z--> 0 25 45 60 85 100 120 140 160 180 200 220 240 260
Abundance
43
71 7.80 8.00 8.20 8.40 8.60
5000 57 85 m/z 57.10 46.92%
29
. 15 99
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48886: Decane, 2,3,6-trimethyl-
43 57 7.80 8.00 8.20 8.40 8.60
- m/z 85.10 40.46%
5000 85
29 99 141
IO Y P Y N~ T -
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 7.80 8.00 820 8.40 8.60
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82X010819W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX012419\
Data File : VX007201.D

Aca On 24 Jan 2019 14:09

Operator : JC/SP

Sample : K1227-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 o0-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.23 7.25 ug/l 316600 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 94
2 Benzene., 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
3 p-Cvmene 134 C10H14 000099-87-6 91
4 Benzene. l-methvl-3-(1l-methvleth... 134 C10H14 000535-77-3 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 1817 (12.231 min): VX007201.D (-1812) (-) m/z 119.05 100.00%
149
5000
39 65 ‘ 12.00 12.20 12.40 12.60
Obrrrrrr bbb e i e o 2 239 254260 289 m/z 134.10 28.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14811: o-Cymene
119
5000
3 12.00 12.20 12.40 12.60
o1 134 m/z 91.00 25.13%
41 65 ‘
Ottt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.00 12.20 12.40 12.60
5000 134 m/z 117 .05 16.54%
39 91
oLs 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14809: p-Cymene S B R
119 12.00 12.20 12.40 12.60
m/z 120.10 10.71%
5000
. o1 134
65 ‘
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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82X010819W.M Fri

Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX012419\
Data File : VX007201.D

Aca On 24 Jan 2019 14:09

Operator : JC/SP

Sample : K1227-04

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.90 7.72 ug/l 337118 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 Cl1l1H14 017059-48-2 91
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
3 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 90
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 90

Abundance Scan 1927 (12.902 min): VX007201.D (-1923) (-) m/z 131.00 100.00%
131
5000
91 115 | 146
65 12.60 12.80 13.00 13.20
o 39 169 191 210 229 254 299 m/z 115.00 15_29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
146 12.60 12.80 13.00 13.20
m/z 146.10 14.10%
39 g4 91 115
N T VR N Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
131
12.60 12.80 13.00 13.20
5000 146 m/z 91.05 14 .04%
39 65 91 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131 12.60 12.80 13.00 13.20
m/z 129.05 11.01%
5000
91
s ® e | M P
(O R RAs R L L A aa o ARARA RARAREREEaEEELS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

Jan 25 13:31:16 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX012419\

Data File : VX007201.D

Acg On - 24 Jan 2019 14:09

Operator : JC/SP

Sample - K1227-04 ;
Misg - 5.0mL/MSVOA_X/WATER SR
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
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]
Pentane, 2,2,4-tr... 6.35 5.8 ug/Il 208719 2 6.86 1812760 50.0
Pentane, 2,3,3-tr... 8.18 8.6 ug/Il 310007 2 6.86 1812760 50.0
o-Cymene 12.23 7.3 ug/l 316600 4 12.08 2184680 50.0
1H-Indene, 2,3-di... 12.90 7.7 ug/l 337118 4 12.08 2184680 50.0
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