LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.850/5mI/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 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\82D030719S.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 3.814 238 243 246 rBV 81367 232464 1.30% 0.062%
2 6.127 472 478 491 rVB 108432 387102 2.17% 0.102%
3 6.915 551 558 566 rBV2 448559 1749887 9.79% 0.463%
4 7.033 566 570 587 rvVv 565290 2026640 11.34% 0.536%
5 7.269 587 594 605 rvVv 185452 674049 3.77% 0.178%
6 7.446 605 612 621 rvVv 265839 818989 4 .58% 0.217%
7 7.604 622 628 632 rVV2 111335 329708 1.85% 0.087%
8 7.692 632 637 643 rVV3 133104 453424 2.54% 0.120%
9 7.791 643 647 660 rVB2 93250 294956 1.65% 0.078%
10 8.017 663 670 681 rVB 101937 302124 1.69% 0.080%

11 8.204 683 689 708 rVvB 939180 2413392 13.51% 0.639%
12 8.844 745 754 760 rBv2 840704 2945432 16.48% 0.779%
13 8.933 760 763 766 rvV 189459 481206 2.69% 0.127%
14 9.002 766 770 776 rVB 304632 833555 4.66% 0.221%
15 9.139 781 784 792 rVB2 132199 332218 1.86% 0.088%

16 9.297 792 800 815 rvB2 353242 1208403 6.76% 0.320%
17 9.523 815 823 831 rBv2 406176 1331219 7.45% 0.352%
18 9.720 836 843 845 rBv4 83006 272707 1.53% 0.072%
19 9.779 845 849 852 rBV 262018 644647 3.61% 0.171%
20 9.897 857 861 863 rBvV 723926 1553969 8.70% 0.411%

21 9.937 863 865 870 rvB 502787 1095193 6.13% 0.290%
22 10.055 873 877 879 rBvV 118689 229574 1.28% 0.061%
23 10.104 879 882 891 rvB 994505 3272808 18.31% 0.866%
24 10.252 891 897 903 rvB3 168756 617136 3.45% 0.163%
25 10.390 903 911 914 rBV3 2355639 6662577 37.28% 1.763%

26 10.439 914 916 927 rVB 1008535 2440379 13.66% 0.646%
27 10.606 927 933 937 rBvV2 556568 1853535 10.37% 0.490%
28 10.774 947 950 958 rvB5 111632 402275 2.25% 0.106%
29 10.921 958 965 973 rVvB3 1660027 4900169 27.42% 1.297%
30 11.089 973 982 988 rBv3 982167 2851970 15.96% 0.755%

31 11.187 988 992 995 rBv2 343838 941022 5.27% 0.249%
32 11.246 995 998 1002 rVB2 447236 1060757 5.94% 0.281%
33 11.335 1002 1007 1013 rVB 1000046 2330387 13.04% 0.617%
34 11.482 1017 1022 1031 rVB 2172089 5646350 31.60% 1.494%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.850/5mI/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 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
Title
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Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S .M
SW846 8260
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\
Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.850/5mI/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S.M

: SW846 8260

72 14.367 1310 1315 1320 rBV6 3977062 14786566 82.75% 3.912%
73 14.445 1320 1323 1328 rVV5 3408613 10064622 56.32% 2.663%
74 14.514 1328 1330 1333 rVV3 1428213 3666274 20.52% 0.970%
75 14.564 1333 1335 1338 rVV 2116295 3366875 18.84% 0.891%

76 14.652 1339 1344 1347 rVVv4 2721011 7182779 40.20% 1.900%
77 14.711 1347 1350 1354 rVB 4761308 8714206 48.77% 2.306%
78 14.780 1354 1357 1358 rBV2 2747949 4180912 23.40% 1.106%
79 14.810 1358 1360 1365 rVV4 4565274 8731558 48.86% 2.310%
80 14.888 1367 1368 1371 rVV3 770631 1501666 8.40% 0.397%

81 14.948 1371 1374 1377 rVB2 1832441 3089594 17.29% 0.817%
82 15.016 1377 1381 1382 rBV2 961429 1860638 10.41% 0.492%
83 15.046 1382 1384 1387 rVB2 2543893 3849368 21.54% 1.018%
84 15.085 1387 1388 1390 rVB 1164927 1200658 6.72% 0.318%
85 15.135 1390 1393 1398 rVB3 3419213 5475767 30.64% 1.449%

86 15.223 1398 1402 1404 rVB3 1127960 2223037 12.44% 0.588%
87 15.282 1404 1408 1410 rBV3 1419460 2870355 16.06% 0.759%
88 15.341 1413 1414 1416 rVB2 634750 538755 3.01% 0.143%
89 15.390 1416 1419 1420 rVB3 162676 190938 1.07% 0.051%
90 15.420 1420 1422 1425 rVB2 1132698 1551330 8.68% 0.410%

91 15.469 1425 1427 1430 rVB3 202087 296869 1.66% 0.079%
92 15.528 1430 1433 1435 rVB2 294282 386791 2.16% 0.102%

93 15.568 1435 1437 1442 rVB3 149588 302097 1.69% 0.080%
94 15.666 1444 1447 1451 rVB 522106 720774 4._.03% 0.191%

Sum of corrected areas: 377950035
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031919\
VD061183.D

19 Mar 2019 14:21

VA/AP

K1970-07

5.85a/5ml/MSVOA D/SOIL

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P-7-WEST-WALL-SOUTH

Abundance

8000000

6000000

4000000

2000000

TIC: VD061183.D

3.81 6.13

0
Time--> 1.50

2.00

2.50

3.00

3.50

I
4.00 4.50

5.00

5.50

6.00

Abundance

8000000

6000000

4000000

2000000

LT gearo 502 |

TIC: VD061183.D

8.20

13.

Time--> 7. 8.00 8.50 9.00 10.00 10.50 11.00 11.50
Abundance TIC: vD061183.D
14)21
8000000 13.30 13.7% 31 97 1437
13. 11412 fass 141781
13.56 an
9 3.88 l
6000000 i, ,L 14.65
4.07 4.56 4 g
13.1 13)68 n4.%
8.7 15.13
13. ;‘, / | 15.0b
4000000 14.9%
4.8 l
15,02
2000000 ““ 58
115.42
v A% 'Z.’\
S
T e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031919\
Data File : VD061183.D

Aca On : 19 Mar 2019 14:21

Operator : VA/AP

Sample : K1970-07

Misc : 5.85a/5ml/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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, 1,1,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.83 177.90 ug/Il 9278850 Chlorobenzene-d5 12.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 95
2 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 78
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 72
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 72
5 3-l1sopropyl-5-methyl-hex-4-en-2-one 154 C10H180 077142-85-9 64
Abundance Scan 1057 (11.827 min): VD061183.D (-1053) (-) m/z 111.05 100.00%
111.1
69.0
5000 55.0
41.0
83.0
" | | | 97.0 126.1 11.60 11.80 12.00 12.20
o = = =N [N NUSHIE, Iteeii] IR B il m/z 69.05 74.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 410 550
11.60 11.80 12.00 12.20
270 83.0 m/z 55.05 44 _14%
oo Il Lo | wse
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11570: 1,1,4-Trimethylcyclohexane
69.0 111.0
1160 11.80 12.00 12.20
5000 55.0 m/z 41.05 34.09%
41.0
29.0
o X VT R ,‘....?.3'.(.).,.?Z:?....,l...,%.z?l?...
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
m/z 56.05 21.52%
5000 55.0
41.0 126.0
28.0
1 N N N (O - NN NN N B OV O AV R VA A VY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.60 11.80 12.00 12.20

82D030719S.M Wed Mar 20 13:06:30 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.85a0/5m1/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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, 1,2,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.11 130.97 ug/Il 6830900 Chlorobenzene-d5 12.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 83
2 Cyclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 76
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 70
4 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 70
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 68

Abundance Scan 1086 (12.112 min): VD061183.D (-1083) (-) m/z 69.05 100.00%
69.0 111.1
55.0
5000
126.1
830 981 11.80 12.00 12.20 12.40
o..“.“,”.w.”.“.”rl.w.“hm.HKan.”¢“.“,L.W.”n“.” m/z 111.05 100.00%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11582: Cyclohexane, 1,2,4-trimethy!-
69.0
111.0
55.0
5000 41.0
126.0 11.80 12.00 12.20 12.40
‘ 84.0 m/z 55.05 72.09%
97.0
MY Y Y VT O R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69.0 111.0
R EAREEEma R
55.0 11.80 12.00 12.20 12.40
5000 41.0 m/z 41.05 59.15%
126.0
27.0 ‘ 84.0
obrr 20 H Ml el 2RO L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11597: Cyclohexane, 1,3,5-trimethyl- A REamEa R S
69.0 111.0 11.80 12.00 12.20 12.40
m/z 57.05 48 .59%
5000 550
41.0 126.0
27.0 83.0
N R N T P /NN [ PR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.85a0/5m1/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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 3 Octane, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.16 137.01 ug/Il 7146020 Chlorobenzene-d5 12.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 86
2 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 72
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 59
4 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 59
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 53
Abundance Scan 1091 (12.162 min): VD061183.D (-1089) (-) m/z 43.05 100.00%
43.0
5000
711 851
| 57.0
1281 11.80 12.00 12.20 12.40
o.w.”w.”.“.“U.”,Ji,”.w“.w.L.“?Qﬁ..Pﬁ?w.”.“.” m/z 85.10 33.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12670: Octane, 4-methyl-
43.0
85.0
5000 71.0
57.0 11.80 12.00 12.20 12.40
29.0 m/z 71.10 30.94%
I || 980 1130 128.0
0"I""I""I'"'I""I""I""I""I"" AR DA RSP AR
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #12706: Hexane, 2,3,4-trimethyl-
43.0

11.80 12.00 12.20 12.40
5000 m/z 41.05 27 .40%

570 710 850

29.0
. | \“ M‘ \‘ \‘ 99.0 1130 1280
,,,,,,,, e ERARERRE L
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #7623. Hexane, 3-ethyl- e B
43.0 11.80 12.00 12.20 12.40
m/z 84.10 24.83%
5000 85.0
29.0 57.0 71.0
obtso I W 1140
R B L B A o A Rmans Las R A A,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11. 80 12.00 12.20 12. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.85a0/5m1/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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 4 2,3-Dimethyl-3-heptene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.63 199.89 ug/Il 10425700 Chlorobenzene-d5 12.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 90
2 2.3-Dimethvl-3-heptene 126 C9H18 1000113-49-3 52
3 Cvclopentane. butvl- 126 C9H18 002040-95-1 49
4 1-Hexene. 3-methvl- 98 C7H14 003404-61-3 46
5 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 46
Abundance Scan 1139 (12.634 min): VD061183.D (-1134) (-) m/z 55.05 100.00%
54.0
83.0
41.0 69.0
5000 125.1
‘ 97.1 S NSV VAN
12.40 12.60 12.80 13.00
1111
o”,””“.”“.”JL”pHL“m!n”wmn..nh“”.p”.“”.“ﬂ499” m/z 83.00 81.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
410 111.0
5000 RN USRS BN SR
270 12.40 12.60 12.80 13.00
- ‘ 84.0 97.0 126.0 m/z 69.05 76.89%
O”P”'P“ml”kL'WhlP'MP”'P“W'JW””IL”P'”P”'P”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11543: 2,3-Dimethyl-3-heptene
58.0
60.0 830 12140 12,60 12.80 13.00
5000 m/z 41.05 69.63%
41.0
126.0
27.0 97.0
O'W%ﬁql“'ml“"ﬂh"ﬁtlw"il'““TlL'l“J'v'}ﬁ%e'|“"w"w"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11534: Cyclopentane, butyl- A REREE TS
41.0 69.0 12.40 12.60 12.80 13.00
m/z 56.05 52 .50%
55.0
5000 270 63.0
97.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.85a0/5m1/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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 5 Cyclohexane, l-ethyl-4-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.75 179.14 ug/Il 9343210 Chlorobenzene-d5 12.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 90
2 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 90
3 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 72
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 72
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 64
Abundance Scan 1151 (12.752 min): VD061183.D (-1148) (-) m/z 55.05 100.00%
54.0 971
5000 210
69.0
‘ | 1264 12.40 1260 12.80 13.00
111.1 : - : -
O.P.”,”.L””.“H”,”Jﬂ'..hh“,“.h.“.ﬁ.”,”lw.}4%9” m/z 97.10 80.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis-
53.0 97.0
5000 41.0
12.40 12.60 12.80 13.00
69.0 m/z 41.05 39.43%
R O T T . ==
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
58.0 97.0
12.40 1260 12.80 13.00
5000 m/z 69.05 29.88%
41.0
69.0 126.0
29.0 ‘ 81.0
0'v'L““'M”“'thl“Jw'“'ﬂ'“l“'h'“yﬁp“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl- R A R B
55.0 97.0 12.40 12.60 12.80 13.00
m/z 96.10 27 .55%
5000
41.0 690
oz 10 || o 280
m/z--> 20 30 40 éo 60 fo 80 90 100 110 120 150 140 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.85a0/5m1/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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 6 Cyclohexane, l-ethyl-2-meth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.01 342.62 ug/l 17869800 Chlorobenzene-d5 12.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 76
2 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 76
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 68
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 64
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 62
Abundance Scan 1177 (13.008 min): VD061183.D (-1172) (-) m/z 55.05 100.00%
54.0 97.0
41.0
5000 69.0
126.1 LRI BRI SRS SURIUN B
85.1 12.60 12.80 13.00 13.20 13.40
[ . ool (1111 | a1 07 0B
O R Al n Sl e e AR e e AR m/z 97.05 99.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55.0 97.0
5000
41.0 12.60 12.80 13.00 13.20 13.40
29.0 69.0810 126.0 m/z 41.05 53.31%
0"I%?:9I"JJI”"h!L"IJ'L'I"JJI"”Iﬁ“"I'"!I"}}&.P”I""I""I"”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55.0 97.0
12,60 12.80 13.00 13.20 13.40
5000 m/z 57.05 47 .78%
41.0 69.0 126.0
27.0 81.0
O'W'”'P”MP'”dm'WNNW'”JV'”ﬂ'“l“hl”}ﬁ%R'P”'P'”P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11622: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0 12.60 12.80 13.00 13.20 13.40

m/z 69.05 37.87%

5000 41.0

69.0
MH |

126.0
81.0 ‘
L) 8 1110 )

N S — S .

T T I I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.85a0/5m1/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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 7 Nonane, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.10 144.78 ug/Il 7551360 Chlorobenzene-d5 12.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 4-methvl- 142 C10H22 017301-94-9 53
2 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 53
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 53
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 43
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 43
Abundance Scan 1186 (13.097 min): VD061183.D (-1183) (-) m/z 57.05 100.00%
57.0
43.0
5000 70.0
‘ 97.1
83.1 12.80 13.00 13.20 13.40
111.1
o.w”.w“.w”.w”.wnjh”.l”.wl.wnJﬂn.w”.ﬂﬁ§ﬁ”ffaﬂ,. m/z 43.05 71.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19166: Nonane, 4-methyl-
43.0 571.0
71.0
5000 UL SN SRR B
12.80 13.00 13.20 13.40
29.0 98.0 m/z 41.05 51.50%
ol 150 | ] I 8.0 || 112.0 1270 1420
N T
Abundance #19208: Heptane, 2,3,4-trimethyl-
43.0 57.0
12:80 13.00 13.20 13.40
5000 1.0 m/z 55.05 46.88%
29.0
99.0
0'W'“'P“UP'“HL'W”h“'“w'”'EEQP'JP'“I““I”'W“'W'“'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12734: Pentane, 2,2,3,3-tetramethyl- B B B
57.0 12.80 13.00 13.20 13.40
m/z 70.00 45.10%
5000 43.0 710
29.0
oL 150 ol L 83.0 %Olno
m/z--> 10 20 30 40 55 60 fo 85 90 100 110 120 130 140 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.85a0/5m1/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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 8 Octane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.23 241.72 ug/Il 12607300 Chlorobenzene-d5 12.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
3 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 53
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 49
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 47
Abundance Scan 1200 (13.235 min): VD061183.D (-1193) (-) m/z 57.05 100.00%
57.0
71.1
5000
‘ 82.0 131 13.00 13.20 13.40 13.60
961 : : : :
o”,””“.”“”.J”wnlhnjmh”,h”“.npn.ﬂnﬂ?ﬁﬁnﬂf%{,. m/z 71.10 65.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19193: Octane, 2,6-dimethyl-
57.0
43.0
5000 20. 1.0
13.00 13.20 13.40 13.60
113.0 m/z 41.05 54 _.51%
0 , I 80 eo || 1270 1420
mz-> 10 20 30 4b 2 6 70 8 8 100 10 10 130 180
Abundance #19167: Nonane, 3-methyl-
57.0
710 13,00 13.20 13.40 13.60
5000 43.0 m/z 43.05 44 .56%
29.0
112.0
ol 150 do Il L 80 980 T 1270 1420
iz 1o 20 30 b 8 66 70 8 9 100 110 130 130 140
Abundance #1835: Butane, 2,2-dimethyl- B A E e L
430 210 710 13.00 13.20 13.40 13.60
' m/z 56.05 39.83%
5000
29.0
0"ﬁﬁgP”HP”JP”'P&'P”'“”'ﬁ?QP“'P”'P”'P”'P”'P”'P RN SRS BRI BN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\

Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.85a0/5m1/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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 9 Cyclohexane, (1-methylethyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.30 258.13 ug/Il 13463300 Chlorobenzene-d5 12.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 70
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 52
3 Cvclohexane. methvl- 98 C7H14 000108-87-2 49
4 Cvclohexane. 1.1"-(1.4-butanediv... 222 C16H30 006165-44-2 47
5 Vinylcyclohexyl ether 126 C8H140 002182-55-0 38
Abundance Scan 1207 (13.304 min): VD061183.D (-1203) (-) m/z 55.05 100.00%
58.0 83.1
41.0
5000
6.0 126.1 A
I|‘ ‘I ” | 98h.1 113.1 1421 13.00 13.20 13.40 13.60 '
Orrryrrrrprrrr et PR e e b e et e m/z 83.10 94.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11596: Cyclohexane, (1-methylethyl)-
83.0
55.0
5000 USRS B B
13.00 13.20 13.40 13.60
126.0 m/z 57.05 81.94%
o 95.0 111.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11533: Cyclohexane, propyl-
55.0 83.0
13.00 13.20 13.40 13.60
5000 41.0 m/z 41.05 81.51%
27.0 67.0 126.0
0"&%Qv'hh““hm'wJLH'“MV'“vl“lﬁn?“'WH'w'“w'”'VH'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3343: Cyclohexane, methyl- R EEEmaEE TS S
55.0 83.0 13.00 13.20 13.40 13.60
m/z 82.00 70.23%
5000 41.0
98.0
69.0
27.0
0'W'”W”J“””“m“l”“P'AL'”Jh'v“ﬂ'”ﬂ”'ﬂ””l””v'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD031919\
Data File : VD061183.D

Aca On - 19 Mar 2019 14:21

Operator : VA/AP

sample - K1970-07 :
Misc - 5.85a0/5m1/MSVOA D/SOIL P E s e eSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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 10 Cyclopentane, butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.72 133.10 ug/Il 9759890 1,4-Dichlorobenzene-d4 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. butvl- 126 C9H18 002040-95-1 50
2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 46
3 3-Amino-1l-azabicvclol2.2_2loctane 126 C7H14N2 006238-14-8 42
4 1-Hexanol. 4-methvl- 116 C7H160 000818-49-5 38
5 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 38
Abundance Scan 1249 (13.717 min): VD061183.D (-1246) (-) m/z 125.05 100.00%
41.0 69.0 1251
5000
e 1540 13160 1280 1400
0 | 1560 1909 2488 2810 .,769.05  83.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11531: Cyclopentane, butyl-

13.I40 13.I60 13.I80 14.IOO
m/z 41.05 82.29%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
B RAmEE R B
13.40 13.60 13.80 14.00
5000 41.0 m/z 70.05 81.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11236: 3-Amino-1-azabicyclo[2.2.2]octane B RAmEE R B
70.0 13.40 13.60 13.80 14.00
m/z 55.05 70.17%
5000 42.0
96.0 126.0
15.0
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD031919\

Data File : VvD061183.D

Acq On : 19 Mar 2019 14:21

Operator : VA/AP

Sample : K1970-07 :
Misc - 5.85g/5ml/MSVOA_D/SOIL BB LSO
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.M
SW846 8260

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

|--Internal Standard---|

12.36 2607850 50.0
14.51 3666270 50.0

Cyclohexane, (1-m... 13.30 258.1 ug/1 13463300
Cyclopentane, butyl- 13.72 133.1 ug/l 9759890

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,1,... 11.83 177.9 ug/l 9278850 3 12.36 2607850 50.0
Cyclohexane, 1,2,... 12.11 131.0 ug/l 6830900 3 12.36 2607850 50.0
Octane, 4-methyl- 12.16 137.0 ug/l 7146020 3 12.36 2607850 50.0
2,3-Dimethyl-3-he... 12.63 199.9 ug/1 10425700 3 12.36 2607850 50.0
Cyclohexane, 1-et... 12.75 179.1 ug/l 9343210 3 12.36 2607850 50.0
Cyclohexane, 1-et... 13.01 342.6 ug/l 17869800 3 12.36 2607850 50.0
Nonane, 4-methyl- 13.10 144 .8 ug/l 7551360 3 12.36 2607850 50.0
Octane, 2,6-dimet... 13.23 241.7 ug/l1 12607300 3 12.36 2607850 50.0

3
4
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