LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

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 Y\METHODS\82Y040820S.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 7.730 972 983 989 rBV2 104927 252431 1.70% 0.093%
2 7.803 989 995 1003 rVB 171612 380128 2.56% 0.141%
3 8.156 1044 1053 1064 rVB 101881 225523 1.52% 0.084%
4 8.699 1131 1142 1151 rBV 297434 585027 3.93% 0.217%
5 9.193 1208 1223 1229 rBv2 140362 346764 2.33% 0.128%
6 9.620 1285 1293 1303 rVB2 76547 162802 1.09% 0.060%
7 9.760 1303 1316 1321 rBv2 105223 229846 1.55% 0.085%
8 9.943 1339 1346 1351 rBV 81656 172349 1.16% 0.064%
9 10.187 1379 1386 1390 rBV 784270 1467554 9.87% 0.543%
10 10.351 1409 1413 1425 rVB3 172578 457192 3.07% 0.169%

11 10.485 1425 1435 1437 rBV2 102725 206154 1.39% 0.076%
12 10.528 1437 1442 1450 rVB 329272 612511 4.12% 0.227%
13 10.625 1450 1458 1463 rBV2 229976 560345 3.77% 0.208%
14 10.668 1463 1465 1469 rvv2 137502 207466 1.39% 0.077%
15 10.717 1469 1473 1478 rVV 168033 276617 1.86% 0.102%

16 10.808 1478 1488 1494 rVvVv 535617 993546 6.68% 0.368%
17 10.912 1498 1505 1512 rVV 611142 1446321 9.72% 0.536%
18 10.979 1512 1516 1519 rVV 313973 585551 3.94% 0.217%
19 11.040 1522 1526 1530 rVV 875272 1512011 10.17% 0.560%
20 11.095 1530 1535 1541 rVV 1682463 3165781 21.29% 1.172%

21 11.150 1541 1544 1548 rVV 352696 607923 4_.09% 0.225%
22 11.205 1548 1553 1557 rVV3 471394 1058569 7.12% 0.392%
23 11.253 1557 1561 1565 rVV 585594 1106997 7.44% 0.410%
24 11.302 1565 1569 1578 rVB 941745 1711067 11.50% 0.634%
25 11.424 1584 1589 1594 rBV3 183366 358558 2.41% 0.133%

26 11.491 1595 1600 1604 rBV3 335248 591187 3.97% 0.219%
27 11.577 1610 1614 1619 rBV2 157922 294290 1.98% 0.109%
28 11.631 1619 1623 1626 rBV 568887 815970 5.49% 0.302%
29 11.686 1626 1632 1636 rBv4 855150 1691033 11.37% 0.626%
30 11.741 1636 1641 1645 rBV 1893042 3365513 22.63% 1.246%

31 11.784 1645 1648 1653 rVB 1598871 2586062 17.39% 0.958%
32 11.845 1653 1658 1661 rBV2 573192 1036823 6.97% 0.384%
33 11.900 1661 1667 1671 rVB2 385907 814127 5.47% 0.301%
34 11.942 1671 1674 1678 rBV 652044 927836 6.24% 0.344%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

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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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

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_Y\METHODS\82Y040820S .M

: SW846 8260

72 14.991 2171 2174 2180 rVV2 983073 2021306 13.59% 0.749%
73 15.064 2180 2186 2191 rVV3 1735200 3724285 25.04% 1.379%
74 15.131 2193 2197 2205 rVB6 921037 2211850 14.87% 0.819%
75 15.216 2205 2211 2216 rVB5 623799 1505081 10.12% 0.557%

76 15.301 2217 2225 2229 rBV4 1106921 2398541 16.13% 0.888%
77 15.375 2230 2237 2246 rVB7 856513 3256287 21.89% 1.206%
78 15.533 2259 2263 2270 rVB 363551 662729 4._46% 0.245%
79 15.612 2271 2276 2282 rVV5 366019 714046 4._80% 0.264%
80 15.698 2286 2290 2293 rVV3 257855 528919 3.56% 0.196%

81 15.734 2293 2296 2305 rVB2 330892 589068 3.96% 0.218%
82 15.899 2319 2323 2328 rVB3 107973 188622 1.27% 0.070%

83 16.045 2341 2347 2353 rVB3 161564 339025 2.28% 0.126%
84 16.496 2414 2421 2429 rBvV4 80347 176921 1.19% 0.066%

Sum of corrected areas: 270036499
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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 Y\DATA\VY041520\
VY002332.D

15 Apr 2020 13:28

SY/MD

L2245-04

5.79G/5ML/MSVOA Y/SOIL

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .M
SW846 8260

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: VY002332.D

Time-->

1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 600 620 6.40 6.60

Abundance

1e+07

8000000

6000000

4000000

2000000

0—

TIC: VY002332.D

10.19
9.19

9.622.76 9,04 /k;oaﬁﬂ“

Time-->

10 00

10 50

Abundance

1e+07

8000000

6000000

4000000

2000000

0

14.09

l"‘

1

14.69

14.75

9 50
13.58 ‘
u

TI C: VY002332.D

15 06

1448 "' 12
‘I] 5?%%7

[\ 15553k

AAA‘

%5.906.05

16.50

Time--> 12. OO

I
12 50 13.00 13.50 14.00 14.50 15.00

15.50

i
16.00

———
16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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, ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.04 127.88 ug/Il 1512010 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 90
2 2-Pentene. 3-ethvl-2-methvl- 112 C8H16 019780-67-7 58
3 3-Ethvl-2-hexene 112 C8H16 000620-00-8 53
4 4-Hexen-3-one. 5-methvl- 112 C7H120 013905-10-7 53
5 Oxalic acid, cyclohexyl butyl ester 228 C12H2004 1000309-30-5 50
Abundance Scan 1526 (11.040 min): VY002332.D (-1522) (-) m/z 83.10 100.00%
83
55
5000
41 112
61 67 27 oL 10.80 11.00 11.20 11.40
Obrrr ettt O3 L T 4 L m/z 55.10 54.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6665: Cyclohexane, ethyl-
83
55
5000 4l
10.80 11.00 11.20 11.40
27 &7 112 m/z 82.10 46.97%
L5 s o | 7 e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55
83 10.80 11.00 11.20 11.40
5000 m/z 41.10 23.59%
41 69 112
97
15 % 63 77 o
e S LA A RN RS RS RS IR S RS RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6656: 3-Ethyl-2-hexene
55 10.80 11.00 11.20 11.40
m/z 112.10 22 .42%
83
5000
4l 112
27 67
0 ...,.%?.,..JN,...jJN...,U...,..ﬁN;..??,.l..,..??,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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 5
R.T. EstConc Area Relative to ISTD R.T.
11.09 267.75 ug/Il 3165780 Chlorobenzene-d5 11.50
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 50
3 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 46
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 46
5 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 46
Abundance Scan 1534 (11.089 min): VY002332.D (-1530) (-) m/z 111.10 100.00%
111
69
5000 55
41 N
| | 8 10,80 11,00 11.20 11.40
126 : : : :
o N 1 15230 -3 .|.|-..,...'.,....,.'...,....,.... m/z 69.10 76.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111

5000
10.80 11.00 11.20 11.40

m/z 55.10 41 _.65%

04
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
%5 10.80 11.00 11.20 11.40
5000 41 m/z 41.10 27.59%
27 126
0 1 48 62 76 83 97104
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,... N B B AR RN Baa e St
69 111 10.80 11.00 11.20 11.40
a 55 m/z 56.10 23.47%
5000
21 126
15
o ‘ a8 62 ] 76 " 90 97104 |
N A - AR Vo Suilh
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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 Cyclohexane, 1,3,5-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.30 144.72 ug/Il 1711070 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 91
2 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 91
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 91
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 90
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
Abundance Scan 1569 (11.302 min): VY002332.D (-1565) (-) m/z 111.10 100.00%
69 111
5000 5
a1 126
84 11.00 11.20 11.40 11.60
o...,....,....,....',."...,.'.I.F.'%.'.!..7.?,:'.'..,.9.“?.,1.0?..,.'...,....,... m/z 69.10 88.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69 111
5000 s
11.00 11.20 11.40 11.60
4l 126 m/z 55.10 49.52%
15 o e 8 o
miz--> 10 20 30 4'0 50 60 70 80 90 100 110 130 130
Abundance
69 111
55
41 11.00 11.20 11.40 11.60
5000 . m/z 126.20 28.66%
126
84
o 5 48 | 62 | T7 9 104
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 11.00 11.20 11.40 11.60
a1 55 m/z 41.10 23.40%
5000
21 126
15
ok ‘ 481l 62 ) 76 % 90 97104 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 150 11,00 11.20 1140 1160
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.69 143.02 ug/Il 1691030 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 87
2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 87
3 Cvclooctane. 1-methvl-3-propvl- 168 Cl12H24 255885-37-1 64
4 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 50
5 Imidazole, 2-acetamido- 125 C5H7N30 052737-49-2 50
Abundance Scan 1633 (11.692 min): VY002332.D (-1626) (-) m/z 125.20 100.00%
69 135
83
5000 55
41
97 11.40 11.60 11.80 12.00
Obrerrrreprrerrrr bl 8200l 300 ) 140 o T697 10 98. 44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69
125
83
5000 55
41 11.40 11.60 11.80 12.00
m/z 83.10 68.80%
ol 15 29 0 L 97 109 140
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69 125
83 11.40 11.60 11.80 12.00
5000 41 55 m/z 55.10 45 _.93%
ol 15 29 91 109 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #36851: Cyclooctane, 1-methyl-3-propyl-
69 11.40 11.60 11.80 12.00
m/z 41.10 28.93%
5000 83
41 55 125
N NI Y N A N
G A AR SRR ARARA RSN RRARA SRS AR RARAS RARSS SARRS SRS NARAS U AL DU BN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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 3,5-Dimethyl-3-heptene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.74 284.64 ug/Il 3365510 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-DimethvI-3-heptene 126 C9H18 059643-68-4 81
2 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 81
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 72
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 72
5 4-0Octen-3-one 126 C8H140 014129-48-7 72
Abundance Scan 1641 (11.741 min): VY002332.D (-1636) (-) m/z 97.10 100.00%
o7
55
5000
41 126 R BN R R R R o
| 69 81 11 | 13 20 1140 1160 11,80 12.00
Ol T 1138 207 0 Tns7 B5.10  70.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11547: 3,5-Dimethyl-3-heptene
55 97
5000
69 11.40 11.60 11.80 12.00
41 126 m/z 126.20 18.54%
0 15 \2\9 \‘\ | 11l 81 | 111
m/z--> 20 40 60 éo 100 120 140 160 180 200
Abundance
55 97
11.40 11.60 11.80 12.00
5000 m/z 41.10 17.36%
41 69 126
27 81 111
S S S I SR I L S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 o7 11.40 11.60 11.80 12.00
m/z 96.10 13.50%
5000
69 126
81
0 '}%I' "'w“' Jll'“' '|"'l‘|'%%% |w"'| SR SRS SRS SR
m/z--> 20 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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 1-Ethyl-4-methylcyclohexane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.78 218.72 ug/Il 2586060 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 87
2 Oxalic acid. cvclohexvIimethvl is... 270 C15H2604 1000309-68-3 78
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 72
4 Cvclohexane. 1-bromo-4-methvl- 176 C7H13Br 006294-40-2 64
5 Cyclohexane, 1-bromo-3-methyl- 176 C7H13Br 013905-48-1 64

Abundance Scan 1647 (11.778 min): VY002332.D (-1645) (-) m/z 97.10 100.00%
o7
55
5000
“ e | % 1140 1160 1180 1200
O T i o e i e m/z 55.10 74.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000
11.40 11.60 11.80 12.00
41 69 126 m/z 96.10 29.35%
81
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
55 97
11.40 11.60 11.80 12.00
5000 43 m/z 126.20 13.98%
o 29 111 120141 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55 o7 11.40 11.60 11.80 12.00
m/z 41.10 11.71%
5000
69 126
81
m/z--> 20 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.01 730.14 ug/Il 8632970 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 52
2 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 52
3 1-Docosene 308 C22H44 001599-67-3 50
4 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 49
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 49
Abundance Scan 1685 (12.009 min): VY002332.D (-1678) (-) m/z 97.10 100.00%
55 g7
5000
70
3 126
l | | | 142 11.60 11.80 12.00 12.20 12.40
e — m/z 55.10 81.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97
5000 A R SR SRR B
- 11/60 11.80 12.00 12.20 12.40
126 m/z 57.10 58.86%
L
L RRMEY R S RN S U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 97
11.60 11.80 12.00 12.20 12.40
5000 m/z 43.10 46 .80%
39 126
15 81

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene

11.60 11.80 12.00 12.20 12.40
m/z 41.10 40.63%

5000

125

153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11.80 12.00 12.20 12. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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, 3,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.13 247.49 ug/Il 2926300 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 72
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
Abundance Scan 1705 (12.131 min): VY002332.D (-1701) (-) m/z 57.10 100.00%
57
71
5000 43
85 e 11:80 12,00 12.20 12.40
o...,....,....,....',!...,...:,....,:...,..'..,...??....,.'|...,..1.2]7,....1,‘.‘.2..,.. m/z 71.10 71.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19198: Octane, 3,6-dimethyl-
57
71
5000
43 11.80 12.00 12.20 12.40
29 113 m/z 43.10 46.51%
0"'P"'I“"I“"I"“I"“I"'W"'W'éé'v"??'“'l"“I'}%z"“ﬁ%?"v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
1 S UM SN SR BUURE
a1 11.80 12.00 12.20 12.40
5000 m/z 56.10 33.76%
29 g5 113
0 15 97 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19170: Nonane, 3-methyl- B BaE R EEE S S
57 11.80 12.00 12.20 12.40
43 m/z 41.10 30.61%
71
5000 29
113
0 ]75 ‘\ “ ‘ : ! ‘ ! 1IN ?\5 98 | 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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 9 unknownl2.21 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.21 783.81 ug/Il 9267530 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 38
2 Butanoic acid. 3-hexenvl ester. ... 170 C10H1802 016491-36-4 38
3 1H-Indene. octahvdro-. cis- 124 C9H16 004551-51-3 38
4 Butanoic acid. 3-hexenvl ester. ... 170 C10H1802 053398-84-8 38
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 35

Abundance Scan 1718 (12.211 min): VY002332.D (-1708) (-) m/z 57.10 100.00%
a3 | 8 81
5000
96
125
. T | AR e
! LIRS LI SR WL B B - - ¢
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: 1H-Indene, octahydro-, trans-
67
81
5000 96
a 124 11.80 12.00 12.20 12.40 12.60
55 m/z 81.10 63.37%
ot B U ol e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 %7 82
11.80 12.00 12.20 12.40 12.60
5000 m/z 71.10 63.12%
27
55
S S S I I WL L L B L R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10676: 1H-Indene, octahydro-, cis-
o7 & 11.80 12.00 12.20 12.40 12.60
m/z 43.10 56.59%
96
5000 M
27 54 124
m/z--> 20 40 80 100 120 140 160 180 200 11,80 12.00 12,20 12.40 12.60

82Y040820S.M Thu Apr 16 11:49:25 2020

Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY041520\
Data File : VY002332.D

Aca On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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 Cyclohexane, propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.25 447.80 ug/Il 5294620 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 91
2 Ethanone. 1-(l-methvlcvclopentvl)- 126 C8H140 013388-93-7 64
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 59
4 Oxalic acid. cvclohexvl dodecvl ... 340 C20H3604 1000309-31-4 53
5 Oxalic acid, cyclohexyl hexyl ester 256 C14H2404 1000309-30-8 50
Abundance Scan 1724 (12.247 min): VY002332.D (-1721) (-) m/z 83.10 100.00%
83
55
5000
41
98 126
67 12.00 12.20 12.40 12.60
o ,.'.~..,|~...|,..1.1?,.|...1,4.2...,....,....,2.97.. m/z 55.10 58.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11537: Cyclohexane, propyl-
55 83
5000 41 HRIURA UL SR BRI B
12.00 12.20 12.40 12.60
o7 67 126 m/z 82.10 50.94%
0w"-""lH""‘"l"”" |l"?< }qq'l N P U AL SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
83
55 ' 12.00 12:20 12,40 12.60
5000 m/z 41.10 30.51%
41
67 126
27 93 111
LA U S S WL L B L S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6668: Cyclohexane, ethyl- N B RERas mE ey LS
83 12.00 12.20 12.40 12.60
55 m/z 126.20 20.73%
5000
41
112
27 67
0'IJL'“H'NlPhh'Il”91'"'P"'I"”I""I”"I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY041520\
Data File : VY002332.D

Acq On : 15 Apr 2020 13:28

Operator : SY/MD

Sample : L2245-04

Misc : 5.79G/5ML/MSVOA_Y/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S .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]
Cyclohexane, ethyl- 11.04 127.9 ug/1 1512010 3 11.50 591187 50.0
Cyclohexane, 1,1,... 11.09 267.8 ug/l 3165780 3 11.50 591187 50.0
Cyclohexane, 1,3,... 11.30 144 .7 ug/1 1711070 3 11.50 591187 50.0
Cyclohexane, 1,1,... 11.69 143.0 ug/l 1691030 3 11.50 591187 50.0
3,5-Dimethyl-3-he... 11.74 284.6 ug/l 3365510 3 11.50 591187 50.0
1-Ethyl-4-methylc... 11.78 218.7 ug/l 2586060 3 11.50 591187 50.0
Cyclohexane, 1-et... 12.01 730.1 ug/l 8632970 3 11.50 591187 50.0
Octane, 3,6-dimet... 12.13 247.5 ug/l 2926300 3 11.50 591187 50.0
unknownl2.21 12.21 783.8 ug/l 9267530 3 11.50 591187 50.0
Cyclohexane, propyl- 12.25 447.8 ug/l 5294620 3 11.50 591187 50.0
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