LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 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\82Y061920S.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 1.865 17 21 35 rvB2 32985 51275 3.69% 0.401%
2 2.225 75 80 82 rBv2 12220 18117 1.31% 0.142%
3 2.389 103 107 115 rvB 8181 14271 1.03% 0.112%
4 2.914 185 193 205 rBvV 29536 65972 4_.75% 0.516%
5 3.261 243 250 262 rVB4 6598 19846 1.43% 0.155%
6 3.956 350 364 378 rBV3 24789 83299 6.00% 0.652%
7 4.206 395 405 418 rBV 22025 61816 4 ._.45% 0.484%
8 4.718 476 489 514 rBV4 55182 228046 16.43% 1.785%
9 5.242 559 575 593 rVB3 32859 127001 9.15% 0.994%
10 5.596 622 633 644 rvB4 5075 17876 1.29% 0.140%
11 5.755 649 659 668 rBv4 7184 21722 1.57% 0.170%
12 6.699 803 814 823 rBV2 24200 76296 5.50% 0.597%
13 6.797 824 830 839 rVB2 6684 17408 1.25% 0.136%
14 6.992 852 862 875 rVB2 14512 43186 3.11% 0.338%
15 7.529 943 950 961 rVB6 6050 18361 1.32% 0.144%

16 7.724 969 982 988 rBV 187751 458767 33.05% 3.592%
17 7.797 988 994 1002 rvVv 323984 735625 53.00% 5.759%
18 7.876 1002 1007 1018 rVB 52338 125274 9.03% 0.981%
19 8.004 1018 1028 1035 rBV3 12003 30216 2.18% 0.237%
20 8.150 1042 1052 1063 rVvB2 188050 454399 32.74% 3.557%

21 8.333 1063 1082 1092 rVvVv 338590 905221 65.22% 7.087%

22 8.419 1092 1096 1105 rVB5 8072 20120 1.45% 0.158%
23 8.693 1132 1141 1151 rBV 480846 961923 69.31% 7.531%
24 8.931 1172 1180 1186 rBV2 19680 43594 3.14% 0.341%
25 9.193 1208 1223 1227 rBV2 65207 160955 11.60% 1.260%
26 9.242 1227 1231 1238 rVV 52732 99972 7.20% 0.783%
27 9.327 1238 1245 1250 rVV 34116 69079 4.98% 0.541%
28 9.376 1250 1253 1260 rVV5 10078 21792 1.57% 0.171%
29 9.461 1260 1267 1274 rVB5 11079 28809 2.08% 0.226%

30 9.620 1285 1293 1302 rVB 312383 609037 43.88% 4.768%

31 9.748 1302 1314 1323 rBV 400857 844513 60.85% 6.611%

32 9.857 1327 1332 1339 rVB4 18083 37892 2.73% 0.297%
33 9.937 1339 1345 1351 rBV5 18697 48568 3.50% 0.380%
34 9.992 1351 1354 1362 rVB4 12135 25303 1.82% 0.198%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 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\82Y061920S .M
: SW846 8260

35 10.113 1366 1374 1379 rBV 148811 262567 18.92% 2.056%

36 10.181 1379 1385 1397 rVB 793028 1387952 100.00% 10.866%

37 10.467 1428 1432 1437 rBV3 10713 18709 1.35% 0.146%
38 10.522 1437 1441 1445 rBV2 9261 14919 1.07% 0.117%
39 10.607 1445 1455 1457 rBv4 25585 67458 4._86% 0.528%
40 10.711 1466 1472 1477 rVB4 11150 22413 1.61% 0.175%
41 10.802 1477 1487 1492 rBV3 9823 21655 1.56% 0.170%
42 10.900 1492 1503 1514 rVv4 15102 57037 4_.11% 0.447%
43 11.004 1516 1520 1524 rVV3 11450 19002 1.37% 0.149%
44 11.089 1528 1534 1539 rVB4 12093 22650 1.63% 0.177%
45 11.254 1556 1561 1566 rBV6 10565 24296 1.75% 0.190%
46 11.314 1567 1571 1577 rVB5 17474 34903 2.51% 0.273%
47 11.491 1592 1600 1606 rBVY 735179 1207577 87.00% 9.454%
48 11.741 1635 1641 1645 rBV5 11480 22320 1.61% 0.175%
49 11.997 1678 1683 1691 rBV7 7600 19867 1.43% 0.156%

50 12.326 1731 1737 1743 rBV 107975 161589 11.64% 1.265%

51 12.479 1752 1762 1770 rBV 624985 1008761 72.68% 7.897%

52 13.247 1882 1888 1895 rVV3 16100 40294 2.90% 0.315%
53 13.424 1910 1917 1925 rBV 788776 1199256 86.40% 9.389%
54 13.521 1929 1933 1939 rBV2 10820 17294 1.25% 0.135%
55 13.588 1939 1944 1947 rBV 47020 72694 5.24% 0.569%
56 13.625 1947 1950 1954 rVvVv 51087 74227 5.35% 0.581%
57 13.674 1954 1958 1965 rVVv2 23815 41787 3.01% 0.327%
58 13.753 1966 1971 1976 rVB4 14061 23151 1.67% 0.181%
59 13.966 2000 2006 2011 rBV3 8230 15218 1.10% 0.119%
60 14.027 2011 2016 2020 rVvVv 9442 16470 1.19% 0.129%
61 14.082 2020 2025 2030 rVB 28192 46539 3.35% 0.364%
62 14.296 2056 2060 2064 rVB2 9449 15528 1.12% 0.122%
63 14.375 2068 2073 2077 rBV3 10701 17746 1.28% 0.139%
64 14.454 2082 2086 2093 rBV2 27861 41949 3.02% 0.328%
65 14.564 2100 2104 2109 rBV3 25236 41131 2.96% 0.322%
66 14.661 2115 2120 2121 rVV 39357 49523 3.57% 0.388%
67 14.686 2121 2124 2131 rVB 49063 79384 5.72% 0.621%
68 15.058 2178 2185 2191 rVB3 14699 31311 2.26% 0.245%
69 15.228 2203 2213 2217 rBV3 5768 15620 1.13% 0.122%
70 15.692 2282 2289 2297 rVB5 5415 15115 1.09% 0.118%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 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 - 0 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\82Y061920S .M
SW846 8260

Sum of corrected areas: 12773463
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: VY002958.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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, 2,4-dimethyl- Concentration Rank 9

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

6.70 5.19 ug/Il 76296 Pentafluorobenzene 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
2 Heptane. 3-methvl- 114 C8H18 000589-81-1 64
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 64
4 _alpha.-Amino-.gamma.-butvrolactone 101 C4H7NO2 001192-20-7 59
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53

Abundance Scan 814 (6.699 min): VY002958.D (-803) (-) m/z 43.10 100.00%
43 57
5000
85
6.40 6.60 6.80 7.00
100
N .'.'-.,..7.1.,.|...,.... e 2L Tm/z 57.10  90.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
6.40 6.60 6.80 7.00
29 85 m/z 56.00 47 . 75%
oL15 | J‘ | 7 \ 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 e A A A SV A
85 6.40 6.60 6.80 7.00
5000 m/z 41.05 46.89%
29
oL15 1 g9ll4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7642: Hexane, 2,4—dimethy|— LALINL B L B L BB
43 57 6.40 6.60 6.80 7.00
m/z 85.20 24 .02%
85
5000
29 71
15 | | ) | 99114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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 Pentane, 2,3-dimethyl- Concentration Rank 6

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

7.88 8.51 ug/l 125274 Pentafluorobenzene 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 64
3 Hexvl octvl ether 214 C14H300 017071-54-4 47
4 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 45
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38

Abundance Scan 1008 (7.882 min): VY002958.D (-1002) (-) m/z 56.10 100.00%
56
5000 Al
85 7.60 7.80 8.00 8.20
100
bl L0200 L hy7 43.05 62.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3985: Pentane, 2,3-dimethyl-
56
5000 i
71 7.60 7.80 8.00 8.20
2 m/z 57.10 62.09%
o \T Ll B0
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
Al 760 7.80 8.00 820
5000 m/z 41.10 50.07%
84 112
27
o 98 | 126140 168183199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #72867: Hexyl octyl ether R b e
43 57 5 7.60 7.80 8.00 8.20
- m/z 71.00 39.41%
5000
29
112
o.”,”.ﬂruw. 143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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 Pentane, 2,2,4-trimethyl- Concentration Rank 1

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

8.33 47.05 ug/1 905221 1,4-Difluorobenzene 8.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45

Abundance Scan 1081 (8.327 min): VY002958.D (-1063) (-) m/z 57.10 100.00%
57
5000 J\
1 o0 o A e
o e & 28 m/z 56.10  34.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7656: Pentane, 2,2,4-trimethyl-
57
5000
8.00 8.20 8.40 8.60
41 m/z 41.10 22 .25%
oL 15 2 | | 18 %
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
8.00 8.20 8.40 8.60
5000 m/z 43.10 16.12%
41
oL 15 29 69 83 99
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7651: Hexane, 2,2-dimethyl-
57 8.00 8.20 8.40 8.60
m/z 99.10 7.00%
5000
- 41
0 -}?u-“--‘w--- |'§% 'F?"?f""l S R NS SR N SR NARANAARAE AR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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 Hexane, 2,5-dimethyl- Concentration Rank 7

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

9.19 8.37 ug/l 160955 1,4-Difluorobenzene 8.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 87
2 1-Pvrrolidinecarboxaldehvde 99 C5H9NO 003760-54-1 52
3 Heptane. 2-methvl- 114 C8H18 000592-27-8 47
4 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 38
5 2-Piperidinone 99 C5H9NO 000675-20-7 38

Abundance Scan 1223 (9.193 min): VY002958.D (-1208) (-) m/z 57.10 100.00%
43 97
5000
8.80 9.00 9.20 9.40 9.60
0 m/z 43.10 86 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7648: Hexane, 2,5-dimethyl-
43 57
5000 '|""|"'4“4\"|""|"
7 99 8.80 9.00 9.20 9.40 9.60
1 m/z 41.00 45_43%
114
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
99
28 71 8.80 9.00 9.20 9.40 9.60
5000 m/z 99.10 30.45%
0 14 57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7627: Heptane, 2-methyl-
43 8.80 9.00 9.20 9.40 9.60
57 m/z 42.10 30.24%
5000
29
71
ol 18 H |y Tes T
m/z--> 25 40 60 80 160 150 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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 Hexane, 2,4-dimethyl- Concentration Rank 8

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

9.24 5.20 ug/1l 99972 1,4-Difluorobenzene 8.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 91
2 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 72
3 Hexane. 2.3.3-trimethvl- 128 C9H20 016747-28-7 59
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 59
5 4,4-Dimethyl octane 142 C10H22 015869-95-1 59

Abundance Scan 1231 (9.242 min): VY002958.D (-1227) (-) m/z 43.05 100.00%
3 57

5000

9.00 9.20 9.40 9.60

177191

0 m/z 57.05 95.92%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7641: Hexane, 2,4-dimethyl-
43
57
5000 85
29 9.00 9.20 9.40 9.60
- m/z 85.05 92.17%
1 15 ‘ o | | 99114
T e T T T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 85
L N EAEEE R
57 9.00 9.20 9.40 9.60
5000 m/z 41.10 53.17%
29
71
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12716: Hexane, 2,3,3-trimethyl-
43 9.00 9.20 9.40 9.60
85 m/z 56.10 43 .55%
5000 57
27 71
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 9.20 9.40 9.60

82Y061920S.M Mon Jun 22 11:28:25 2020 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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 Pentane, 2,3,4-trimethyl- Concentration Rank 3

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

9.62 31.66 ug/l 609037 1,4-Difluorobenzene 8.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
4 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74

Abundance Scan 1293 (9.620 min): VY002958.D (-1285) (-) m/z 43.10 100.00%
a3
5000

9.40 9.60 9.80 10.00

 SS— ..'|:|,..-:.,...9?,..1.1.4,....,....,....,.1.9.1.,2]".7..,....,....,...??.1. m/z 71.10 89.70%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7659: Pentane, 2,3,4-trimethyl-
43 71
5000
9.40 9.60 9.80 10.00
7 m/z 70.05 66.70%
bl | o
O T T e [ T e T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
9.40 9.60 9.80 10.00
5000 70 m/z 41.10 27.92%
27
oL 85 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7631: Heptane, 4-methyl-
43 9.40 9.60 9.80 10.00
m/z 55.00 23.94%
71
5000
27
0 .,.”.,.U.HNL.U,..:.H..??.}}ﬁ....,”..,..”,....“...,.”.,...q....,”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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 Pentane, 2,3,3-trimethyl- Concentration Rank 2

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

9.75 43.90 ug/1 844513 1,4-Difluorobenzene 8.69
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 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1314 (9.748 min): VY002958.D (-1302) (-) m/z 43.10 100.00%
a3
71
5000
99 9.40 9.60 9.80 10.00
I ..'|.',..':.,.'...~,..1.1.4,....,....,....,....,?9.9.,....,....,...??.1. m/z 71.05  68.80%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
9.40 9.60 9.80 10.00
m/z 70.10 60.12%
. T ] e
m/z--> 6 26 4b 60 86 100 120 140 160 180 200 220 240 260 280
Abundance
43
71 9.40 9.60 9.80 10.00
5000 m/z 57.10 48 _.51%
27 99
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 9.40 9.60 9.80 10.00
m/z 85.10 41.88%
5000
27 71
. | M‘ ‘\‘ 6 113128 \
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY061920\
Data File : VY002958.D

Aca On 19 Jun 2020 23:22

Operator : SY/MD

Sample : L3063-15

Misc : 5.06G/5ML/MSVOA Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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 Hexane, 2,2,5-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.11 10.87 ug/Il 262567 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 50
2 2.4.4-Trimethvl-1-pentanol 130 C8H180 016325-63-6 50
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 50
4 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 47
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 47
Abundance Scan 1373 (10.107 min): VY002958.D (-1366) (-) m/z 57.05 100.00%
g7
5000
41 —_
112 20 28 9.80 10.00 10.20 10.40
0 ! = m/z 56.10 36.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12722: Hexane, 2,2,5-trimethyl-
57
5000
9.80 10.00 10.20 10.40
a1 4 m/z 41.00 28.41%
2 ‘ 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
9.80 10.00 10.20 10.40
5000 m/z 55.10 25.14%
41 o7
o 27 I 115129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12710: Hexane, 2,2,4-trimethyl-
57 9.80 10.00 10.20 10.40
m/z 71.10 21.49%
5000
41 71
0 : \ ‘ 85 99113
IIII""IIII I""I""I""I""I""IIIII I SR A A S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY061920\
Data File : VY002958.D

Acq On 19 Jun 2020 23:22

Operator : SY/MD

Sample - L3063-15

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y061920S .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, 2,4-dime... 6.70 5.2 ug/Il 76296 1 7.80 735625 50.0
Pentane, 2,3-dime... 7.88 8.5 ug/Il 125274 1 7.80 735625 50.0
Pentane, 2,2,4-tr... 8.33 47.0 ug/1 905221 2 8.69 961923 50.0
Hexane, 2,5-dimet... 9.19 8.4 ug/Il 160955 2 8.69 961923 50.0
Hexane, 2,4-dimet... 9.24 5.2 ug/Il 99972 2 8.69 961923 50.0
Pentane, 2,3,4-tr... 9.62 31.7 ug/l 609037 2 8.69 961923 50.0
Pentane, 2,3,3-tr... 9.75 43.9 ug/1 844513 2 8.69 961923 50.0
Hexane, 2,2,5-tri... 10.11 10.9 ug/I1 262567 3 11.49 1207580 50.0
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