LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 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 4.785 476 500 528 rvB 149922 696968 4.15% 0.160%
2 5.255 562 577 598 rBV2 137559 488457 2.91% 0.112%
3 6.809 822 832 851 rVB 336139 1051392 6.26% 0.241%
4 7.791 969 993 1002 rBV6 1239033 4024035 23.95% 0.924%
5 7.882 1002 1008 1019 rvVv 405923 1010184 6.01% 0.232%
6 8.010 1019 1029 1035 rVvv 1029301 2445741 14.56% 0.562%
7 8.065 1036 1038 1046 rVvVv 219824 427928 2.55% 0.098%
8 8.285 1063 1074 1080 rBVvV2 665562 1627228 9.68% 0.374%
9 8.358 1080 1086 1092 rvv2 580303 1412652 8.41% 0.324%
10 8.425 1092 1097 1109 rVB 816600 1826674 10.87% 0.420%

11 8.699 1133 1142 1152 rBV 313329 629250 3.75% 0.145%
12 9.010 1183 1193 1206 rVB 158752 363496 2.16% 0.083%
13 9.193 1206 1223 1229 rBV 7089652 16802336 100.00% 3.859%
14 9.254 1229 1233 1240 rVV 673454 1236218 7.36% 0.284%
15 9.376 1247 1253 1259 rVvVv 714175 1361545 8.10% 0.313%

16 9.468 1259 1268 1277 rVB2 1041213 2511338 14.95% 0.577%
17 9.614 1282 1292 1304 rVB2 1507400 3012889 17.93% 0.692%
18 9.766 1304 1317 1321 rBV 876497 1805109 10.74% 0.415%
19 9.827 1321 1327 1330 rVV 2039118 4024998 23.95% 0.924%
20 9.858 1330 1332 1339 rVB 1494298 2258294 13.44% 0.519%

21 9.967 1339 1350 1362 rBV3 2785382 7633322 45.43% 1.753%
22 10.108 1370 1373 1379 rVB4 374833 715672 4._.26% 0.164%
23 10.181 1379 1385 1390 rBV 7693676 15716448 93.54% 3.609%
24 10.223 1390 1392 1399 rVB 3483936 4616740 27.48% 1.060%
25 10.315 1399 1407 1409 rBV 873748 1588708 9.46% 0.365%

26 10.352 1409 1413 1424 rVB2 2519254 6586789 39.20% 1.513%
27 10.492 1424 1436 1437 rBV2 792745 1663486 9.90% 0.382%
28 10.528 1437 1442 1450 rVB 5041516 9057717 53.91% 2.080%
29 10.626 1450 1458 1463 rBV 3008254 6297362 37.48% 1.446%
30 10.669 1463 1465 1469 rVB 699478 882948 5.25% 0.203%

31 10.717 1469 1473 1478 rVB 1645879 2553995 15.20% 0.587%
32 10.809 1483 1488 1494 rVB 4210025 6679698 39.75% 1.534%
33 10.912 1499 1505 1512 rBV 2625860 4962756 29.54% 1.140%
34 10.979 1512 1516 1519 rBV2 1680506 2953598 17.58% 0.678%

82Y040820S.M Thu Apr 09 11:51:05 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 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\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 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 13.327 1893 1901 1905 rBV4 4217093 8712839 51.85% 2.001%
73 13.577 1937 1942 1945 rBV3 1449985 2570098 15.30% 0.590%
74 13.698 1957 1962 1965 rBV2 1274091 2307260 13.73% 0.530%
75 13.753 1966 1971 1976 rVV2 5832817 10787293 64.20% 2.477%

76 13.802 1976 1979 1983 rVV2 1660408 2637168 15.70% 0.606%
77 13.863 1986 1989 1996 rVB7 1552915 3489410 20.77% 0.801%
78 13.979 2004 2008 2012 rVB2 2485190 3947417 23.49% 0.907%
79 14.083 2020 2025 2030 rBV4 2082948 3545379 21.10% 0.814%
80 14.150 2031 2036 2041 rVB5 1238920 2432758 14.48% 0.559%

81 14.204 2041 2045 2050 rBv4 819509 1328763 7.91% 0.305%
82 14.265 2050 2055 2068 rVB7 4341962 12321837 73.33% 2.830%
83 14.387 2070 2075 2078 rBV3 932753 1853811 11.03% 0.426%
84 14.430 2078 2082 2086 rVB2 2807037 3941622 23.46% 0.905%
85 14.625 2111 2114 2117 rBV4 552412 757517 4_.51% 0.174%

86 14.686 2119 2124 2129 rVV3 2663750 5486384 32.65% 1.260%
87 14.741 2129 2133 2139 rVB3 1826417 3314516 19.73% 0.761%
88 14.857 2149 2152 2154 rBV2 496710 654439 3.89% 0.150%
89 14.948 2164 2167 2171 rVB2 1381264 1973943 11.75% 0.453%
90 15.009 2171 2177 2180 rBV3 523101 1257664 7.49% 0.289%

91 15.058 2180 2185 2189 rVB4 731376 1361297 8.10% 0.313%
92 15.131 2193 2197 2198 rBV2 433946 621544 3.70% 0.143%
93 15.223 2207 2212 2216 rVB 1429631 2274918 13.54% 0.522%
94 15.284 2217 2222 2228 rBV7 519644 1304530 7.76% 0.300%
95 15.351 2229 2233 2236 rBV6 412262 759882 4._.52% 0.175%

96 15.454 2246 2250 2256 rVB6 265066 556516 3.31% 0.128%
97 15.613 2272 2276 2281 rVB4 585417 1071980 6.38% 0.246%
98 16.302 2384 2389 2402 rVB3 373841 1065214 6.34% 0.245%
99 16.497 2414 2421 2434 rVB2 612645 1599040 9.52% 0.367%
100 16.606 2436 2439 2455 rVB2 104081 367352 2.19% 0.084%

Sum of corrected areas: 435434698
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

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

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

Abundance

8000000

6000000

4000000

2000000

TIC: VY002254.D

4.79 5.25 6.t

0

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

8000000

6000000

4000000

2000000

TIC: VY002254.D
11110
10.18 11.95

9.19 11.74

0
Time-->

™ f = f L e Y— LB ™7
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

8000000

6000000

4000000

0

2000000

TIC: VY002254.D
1%25 13/05

12 321831 12,695 g1

13.75

T —T —T — T — T — T — — —T T
Time--> 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\HPCHEM1\MSVOA Y\DATA\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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 Cyclohexane, 1,2-dimethyl-,.._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.53 954.27 ug/Il 9057720 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-., trans- 112 C8H16 006876-23-9 95
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 91
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 90
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 90
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 87
Abundance Scan 1442 (10.528 min): VY002254.D (-1437) (-) m/z 97.10 100.00%
97
55
5000 a1 112
10.20 10.40 10.60 10.80
N I'...g,.':]'.,‘??..',...7.7,....??..!,19?..,....,.. m/z 55.10 77.73%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55 97
5000 41
69 112 10.20 10.40 10.60 10.80
- 83 m/z 112.20 35.56%
N 1 A0 T O S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55
97
a1 10.20 10.40 10.60 10.80
5000 m/z 41.10 34.83%
27 69 112
83
63 77 91
S R A UL IS R RN AL I AL SRS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6800: Cyclohexane, 1,4-dimethyl-, cis-
55 97 10.20 10.40 10.60 10.80
m/z 56.10 24 _.69%
5000 41
112
27 69
S 172800 3 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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 Cyclohexane, ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.05 1502.17 ug/Il 14258300 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
2 2-Pentene. 3-ethvl-2-methvl- 112 C8H16 019780-67-7 64
3 (E)-4-0xohex-2-enal 112 C6H802 1000374-04-2 53
4 2-Hexene. 2.4-dimethvl- 112 C8H16 014255-23-3 53
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 53
Abundance Scan 1528 (11.053 min): VY002254.D (-1519) (-) m/z 83.10 100.00%
83
55
5000
41 112
6|7 o | o4 10.80 11.00 11.20 11.40
o el 29 m/Zz 55.10 58.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 41
112 10.80 11.00 11.20 11.40
67 m/z 82.10 48 .53%
27
0'}?Pu'wm'wlﬁhu'P'"I”“'I”"I”"I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
83 10,80 11.00 11.20 11.40
5000 m/z 41.10 25 .50%
4l 69 112
97
15 27
e L S S S WL I L L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6369: (E)-4-Oxohex-2-enal B s R R
83 10.80 11.00 11.20 11.40
m/z 112.20 23.52%
5000 55
112
0 39 H“ 69 “ 97
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.10 1567.46 ug/Il 14878000 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 91
2 Cvclooctane. butvl- 168 C12H24 016538-93-5 64
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 64
4 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 56
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 56
Abundance Scan 1536 (11.101 min): VY002254.D (-1531) (-) m/z 111.15 100.00%
111
69
5000 55
41
\ | 83 AR
I 10 0 - T 20 R~ B oy 2= O R 1= W0
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 41 5
10.80 11.00 11.20 11.40
27 83 m/z 55.10 39.75%
0 "I'%?'I'"M“""Mlt"l'“ J'I"”'l""IJQ"I'??'I""IE"'I'%%gl""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
111
55 10.80 11.00 11.20 11.40
5000 " m/z 41.10 31.69%
29 83 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11581: Cyclohexane, 1,3,5-trimethyl- AR REmmE Ea et
69 111 10.80 11.00 11.20 11.40
m/z 56.10 22.19%
5000 55
4l 126
m/z--> 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\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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 4 Heptane, 2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.21 807.34 ug/Il 7663110 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.3-dimethvl- 128 C9H20 003074-71-3 90
2 1-Octene. 4-methvl- 126 C9H18 013151-12-7 64
3 Decane. 5.6-dimethvl- 170 C12H26 001636-43-7 59
4 Hexane. 2.3.5-trimethvl- 128 C9H20 001069-53-0 58
5 Hexane, 3-ethyl-2-methyl- 128 C9H20 016789-46-1 58

Abundance Scan 1554 (11.211 min): VY002254.D (-1548) (-) m/z 43.10 100.00%
43
5000 84
‘ 57 71
97 10.80 11.00 11.20 11.40 11.60
0 ...,....',:..-|I|,.."|.. b8 128140 207 "m/z 84.10 51.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12683: Heptane, 2,3-dimethyl-
43
5000 a4
10.80 11.00 11.20 11.40 11.60
57 71 m/z 85.10 40.34%
oL 15 ﬁg h‘ M 99 113 128
miz--> AN N 8'0 100 120 140 160 180 200
Abundance
43
10.80 11.00 11.20 11.40 11.60
5000 m/z 41.10 32.50%
29 57 &
0 69 98 111 126
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38347: Decane, 5,6-dimethyl- T
43 10.80 11.00 11.20 11.40 11.60
m/z 57.10 25.32%
5000 57 84
29
o I h‘ \ \\ 99 113 127 141 155 170
m/z--> 20 4'0 0 8 100 12'0 140 160 180 200 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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 5 Cyclohexane, 1,3,5-trimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.30 1633.31 ug/l 15503100 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 94
2 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 94
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 91
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 91
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 81
Abundance Scan 1569 (11.303 min): VY002254.D (-1558) (-) m/z 111.10 100.00%
69 141
55
5000
126
|| | | 83 g7 11.00 11.20 11.40 11.60
0 ...,....,'....,.':..,-h...',.. e e a9 | m/z 69.10  90.97%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #11641. Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111
5000 5
41 o6 11.00 11.20 11.40 11.60
1 m/z 55.10 55.80%
28
0 '}?I'w"hh'JlW'Jﬂ"ﬁ?'??I""I'""I"' S SN S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69 111
55 11.00 11.20 11.40 11.60
5000 41 m/z 126.20 29.79%
126
1 % 84 o7
G S S I SR UL UL B I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69 111 11.00 11.20 11.40 11.60
m/z 41.10 27 .42%
5000 >
41 126
27
A N W B 1 A A VISV el
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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 6 Octane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.39 805.64 ug/Il 7647000 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 90
3 Heptane. 4-(1-methvlethvl)- 142 C10H22 052896-87-4 59
4 Heptane. 3-ethvl- 128 C9H20 015869-80-4 58
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 53
Abundance Scan 1583 (11.388 min): VY002254.D (-1577) (-) m/z 57.10 100.00%
57
5000
43
71 % 11.00 11.20 11.40 11.60 11.80
o...,....,....,....',!...,..'I:,....-,"....,?.4..,....",....,1.15?.,..1.??....,....,. m/z 43.10 27.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12669: Octane, 3-methyl-
57
5000
43 11.00 11.20 11.40 11.60 11.80
m/z 41.10 26.81%
29 ‘ - 98
0 15 ! ‘ ! ‘\ 1 1l 85 M 113 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
11,00 11.20 11.40 11.60 11.80
5000 43 m/z 56.05 22 .35%
29 71 99
ol 15 85 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19222: Heptane, 4-(1-methylethyl)- e Eamaa BRI
57 11.00 11.20 11.40 11.60 11.80
m/z 98.10 19.01%
5000 43
27 98
o 15 I “ I %778 || 113122 133142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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 7 1-Ethyl-4-methylcyclohexane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.74 1166.57 ug/Il 11072900 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 94
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 87
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 80
4 Sulfurous acid. cvclohexvimethvl... 346 C19H3803S 1000309-22-0 78
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 74
Abundance Scan 1641 (11.741 min): VY002254.D (-1636) (-) m/z 97.10 100.00%
55 o7
5000
41
126
69 81 11 | 138 11.40 11.60 11.80 12.00
0 e A% 207 "m/z 55.10 78.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000 DN BRI SN SR I
11.40 11.60 11.80 12.00
41 69 126 m/z 41.10 23.36%
27 81
0:||U||‘|“‘|||“l‘||‘|“||||||l‘||]|-1|1|||‘|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
11.40 11.60 11.80 12.00
5000 41 m/z 126.20 18.19%
69
81 11 126
e L S O L S UL SIS B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 o7 11.40 11.60 11.80 12.00
m/z 96.10 14 .32%
5000 a
69 126
29 ‘ 81 ‘
0'|'M'JWH“wl“w"T"”“'%%¥|""|"”|""|"'w""
m/z--> 20 40 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\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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 8 Cyclohexane, l-ethyl-2-meth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.01 1754.65 ug/Il 16654800 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 58
2 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 58
3 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 53
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 52
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 52
Abundance Scan 1685 (12.010 min): VY002254.D (-1678) (-) m/z 97.10 100.00%
55 g7
5000 41
69
85 126 11.60 11.80 12.00 12.20 12.40
111 - - : - -
o ,..'..,.'|~...1,4.2...,....,....,210.7.. m/z 55.10 88.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
5000 NN N RN B
41 1160 11.80 12.00 12.20 12.40
69 126 m/z 57.10 48 _.51%
0...1.5|.U..‘,H...‘.|.“‘..8|‘]‘-....‘,.].'1.1.“‘...|....|....|....|....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
55 97
11,60 11.80 12,00 12.20 12.40
5000 m/z 41.10 46.24%
41 69
29 81 111 126
e R S I I I LN B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6800: Cyclohexane, 1,4-dimethyl-, cis- R L e B S
556 97 11.60 11.80 12.00 12.20 12.40

m/z 43.10 41.66%

5000 41
112

27 6
I

o.”.,.”.,.”“ .”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.

m/z--> 20 40 80 100 120 140 160 180 200 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\VY040820\
Data File : VY002254.D

Aca On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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 9 7-Methyl-8-oxabicyclo[4.3.0... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.21 900.99 ug/Il 8552050 Chlorobenzene-d5 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvl-8-oxabicvclol4.3.01nonane 140 C9H160 1000216-87-6 68
2 Cvclohexane. methvlene- 96 C7H12 001192-37-6 64
3 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 55
4 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 46
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 46
Abundance Scan 1718 (12.211 min): VY002254.D (-1713) (-) m/z 81.10 100.00%
57 67 81
5000 4l 96
109,124 140 11.80 12.00 12.20 12.40 12.60
o...,....,....,....‘;!..‘.‘?:"':,..'.'“H...'.h.‘:'ﬁ%.|.|.|',....',:r'.‘.1.7,.."..,....,~....,. m/z 57.10 96.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18764: 7-Methyl-8-oxabicyclo[4.3.0]lnonane
67 81
41 55
5000 96
125 11.80 12.00 12.20 12.40 12.60
‘ m/z 67.10 92 .09%
0...“..q..”,.”:}Hh.wkﬂq.NL}.”bgh..ijw.}ﬁz.”.,”:q..}?g..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
11.80 12.00 12.20 12.40 12.60
5000 54 % m/z 41.10 51.41%
39
27
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10683: 1H-Indene, octahydro-, trans- e e W
67 11.80 12.00 12.20 12.40 12.60
o m/z 43.10 48 .30%
5000 a 81
124
27 55
0 "W'%é'l”"l"'ﬁ""I”"I"”I""P"'I"”I"}Pg'"I”"I"”I""P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 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\VY040820\
Data File : VY002254.D

Acq On : 08 Apr 2020 16:56

Operator : SY/MD

Sample : L2135-08

Misc : 7.84G/5ML/MSVOA_Y/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y040820S.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]
Cyclohexane, 1,2-_... 10.53 954.3 ug/l 9057720 3 11.50 474590 50.0
Cyclohexane, ethyl- 11.05 1502.2 ug/l1 14258300 3 11.50 474590 50.0
Cyclohexane, 1,1,... 11.10 1567.5 ug/l1 14878000 3 11.50 474590 50.0
Heptane, 2,3-dime... 11.21 807.3 ug/l 7663110 3 11.50 474590 50.0
Cyclohexane, 1,3,... 11.30 1633.3 ug/l1 15503100 3 11.50 474590 50.0
Octane, 3-methyl- 11.39 805.6 ug/l 7647000 3 11.50 474590 50.0
1-Ethyl-4-methylc... 11.74 1166.6 ug/l1 11072900 3 11.50 474590 50.0
Cyclohexane, 1-et... 12.01 1754.7 ug/l1 16654800 3 11.50 474590 50.0
7-Methyl-8-oxabic... 12.21 901.0 ug/l 8552050 3 11.50 474590 50.0
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