LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VDO51519\

Data File : VD062405.D

Aca On - 15 May 2019 23:08

Operator : FY/SY

sample - K2644-01

Misc - 7.41a/5mL/MSVOA D/SOIL 2O
ALS Vial : 22 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 D\METHOD\82D050719S.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

1.844 39 43 46 rBvV 39187 65136 3.77% 0.522%
3.222 178 183 190 rBV 14242 39862 2.31% 0.319%
244 250 rBV 46968 134310 7.78% 1.076%
6.922 552 559 566 rBvV 312390 885632 51.29% 7.092%
7.040 566 571 585 rVB 573357 1641828 95.09% 13.148%
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7.454 607 613 624 rBvV 218375 562929 32.60% 4._.508%
8.221 685 691 704 rBvV 679314 1726633 100.00% 13.827%
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755 760 rBVS 6739 17669 1.02% 0.141%

9.314 797 802 808 rvB2 10721 27618 1.60% 0.221%

1 9.530 820 824 830 rBB4 17560 48888 2.83% 0.391%
11 10.012 869 873 881 rvv3 12482 32918 1.91% 0.264%
12 10.121 881 884 893 rvB3 9735 32759 1.90% 0.262%
13 10.248 893 897 903 rvB4 11556 30726 1.78% 0.246%
14 10.416 905 914 921 rBV 689456 1717878 99.49% 13.757%
15 10.514 921 924 930 rVB 36936 76095 4.41% 0.609%
16 10.642 930 937 942 rBV 33517 88214 5.11% 0.706%
17 10.937 960 967 975 rvv2 95656 244907 14.18% 1.961%
18 11.105 978 984 989 rBB 35510 83706 4._.85% 0.670%
19 11.193 989 993 995 rBV 13283 29735 1.72% 0.238%
20 11.252 997 999 1004 rvv3 14497 35230 2.04% 0.282%
21 11.341 1004 1008 1013 rVB 23184 53376 3.09% 0.427%
22 11.488 1019 1023 1027 rBV 29990 53223 3.08% 0.426%
23 11.636 1035 1038 1040 rBVZ2 16984 36676 2.12% 0.294%
24 11.685 1040 1043 1046 rVV3 33450 80688 4.67% 0.646%
25 11.754 1046 1050 1054 rVv2 38502 82263 4.76% 0.659%
26 11.833 1054 1058 1062 rVvVv 124728 262622 15.21% 2.103%
27 11.902 1062 1065 1071 rVV3 26744 66183 3.83% 0.530%
28 12.010 1071 1076 1078 rVvVv 12874 28807 1.67% 0.231%
29 12.069 1078 1082 1084 rVvVv 27719 52579 3.05% 0.421%
30 12.128 1084 1088 1091 rVvVv 60243 122036 7.07% 0.977%
31 12.167 1091 1092 1097 rVB2 14917 23473 1.36% 0.188%
32 12.305 1102 1106 1109 rBV 13357 27468 1.59% 0.220%
33 12.374 1109 1113 1119 rVV 885336 1557908 90.23% 12.476%
34 12.463 1119 1122 1126 rVV3 11835 26087 1.51% 0.209%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO051519\
Data File : VD062405.D

Aca On : 15 May 2019 23:08

Operator : FY/SY

Sample : K2644-01

Misc : 7.41a/5mL/MSVOA D/SOIL

ALS Vial : 22 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_D\METHOD\82D050719S.M

Title : SW846 8260

35 12.541 1126 1130 1135 rVV3 17854 40651 2.35% 0.326%
36 12.659 1135 1142 1144 rVV3 17657 50366 2.92% 0.403%
37 12.699 1144 1146 1149 rVVv2 29237 47896 2.77% 0.384%
38 12.856 1159 1162 1165 rBB 12766 19650 1.14% 0.157%
39 13.014 1172 1178 1180 rBV2 18488 40876 2.37% 0.327%
40 13.053 1180 1182 1184 rVB2 16104 20632 1.19% 0.165%
41 13.329 1202 1210 1215 rVB4 9254 26640 1.54% 0.213%
42 13.555 1230 1233 1241 rVB 664358 919022 53.23% 7.360%
43 13.712 1246 1249 1252 rBVY 22022 31644 1.83% 0.253%
44 14.519 1328 1331 1334 rBV 1020926 1223605 70.87% 9.799%
45 15.120 1387 1392 1399 rVB3 12965 26579 1.54% 0.213%
46 15.671 1442 1448 1450 rBV3 9383 24521 1.42% 0.196%
47 16.123 1492 1494 1499 rVB 15832 19224 1.11% 0.154%

Sum of corrected areas: 12487368
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO051519\
Data File : VD062405.D

Aca On : 15 May 2019 23:08

Operator : FY/SY

Sample : K2644-01

Misc : 7.41a/5mL/MSVOA D/SOIL

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D050719S_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD062405.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO051519\
Data File : VD062405.D

Aca On : 15 May 2019 23:08

Operator : FY/SY

Sample : K2644-01

Misc : 7.41a/5mL/MSVOA D/SOIL

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D050719S .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 Cyclohexane, 1,2-dimethyl- ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.94 7.86 ug/l 244907 Chlorobenzene-d5 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 96
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 96
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 76
4 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 58
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 52
Abundance Scan 967 (10.937 min): VD062405.D (- 960) ( ) m/z 97.05 100.00%
55.0
41.0
5000
69.0 1121 \
83.0 SRV R S SN
| | 10.60 10.80 11.00 11.20
0 ..,....,....,...::.'-...,-'l.'.,...'!,....-,:!..,...!,....,....,. m/z 55.00 86.20%
m/z--> 10 20 30 40 50 80 90 100 110 120
Abundance #6828: Cyclohexane, 1,2- dlmethyl (cis/trans)
558.0 97.0
41.0
5000 10.60 10.80 11.00 11.20
69.0 112.0 : - : :
210 ‘ ‘ 83.0 m/z 41.00 59.09%
0 ”,}ﬁql.dLL.”:,h..ﬁhﬂw..J”..”,:L.,.”!,”..“n.w.
m/z--> 10 20 30 40 50 70 90 100 110 120
Abundance #6820: Cyclohexane, 1,2- dlmethyl , trans-
58.0 97.0
41.0 10.60 10.80 11.00 11.20
5000 m/z 38.90 39.33%
112.0
27.0 69.0 83.0
ol 15.0 M ‘\\ L \“ I | ‘
”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P"W'
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0 10.60 10.80 11.00 11.20
m/z 69.00 37.38%
5000 410
: 69.0 112.0
83.0
0"I}ﬁql”'UP"W"'W“'MI'”“k'”'l“"P'l“"'W"”l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO051519\
Data File : VD062405.D

Aca On : 15 May 2019 23:08

Operator : FY/SY

Sample : K2644-01

Misc : 7.41a/5mL/MSVOA D/SOIL

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D050719S .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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.83 8.43 ug/l 262622 Chlorobenzene-d5 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 87
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 78
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 72
4 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 64
5 6-Methyl-hept-2-yn-4-ol 126 C8H140 060018-69-1 59
Abundance Scan 1058 (11.833 min): VD062405.D (-1054) (-) m/z 111.05 100.00%
69.0 111.1
5000 410 590
‘ 82.9 '”'PA”I'”'P"W'”
11.60 11.80 12.00 12.20
97.0
0 ..,....,....,....l,!'...,-.':l'.,...':!...-.,.|:..,...'.,....,!...,.1.2.6.'?... m/z 69.00 81.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 410 550
83.0 11.60 11.80 12.00 12.20
27.0 : m/z 55.00 51.83%
0 ..,....,...Lh ...Ji”...,.hIL,...':!....,.:..,??19,.. ..i!...,}??I?...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69.0 111.0
11.60 11.80 12.00 12.20
5000 55.0 m/z 40.95 47 .41%
410 126.0
obr 150 A il B0 s L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11581: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0 11.60 11.80 12.00 12.20
m/z 38.90 29.95%
5000 5.0
410 126.0
obta0 #0880 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD051519\
Data File : VD062405.D

Acq On : 15 May 2019 23:08

Operator : FY/SY

Sample - K2644-01

Misc : 7.419/5mL/MSVOA_D/SOIL

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D050719S .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]
Cyclohexane, 1,2-... 10.94 7.9 ug/l 244907 3 12.37 1557910 50.0
Cyclohexane, 1,1,... 11.83 8.4 ug/Il 262622 3 12.37 1557910 50.0
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