LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 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\82D110819S.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 1.950 3 5 9 rvB2 19248 23192 1.36% 0.135%
2 2.209 45 49 50 rBv3 19881 19936 1.17% 0.116%
3 2.344 69 72 77 rVB 30713 42634 2.49% 0.248%
4 3.032 184 189 196 rvB2 53836 111906 6.54% 0.651%
5 3.397 246 251 262 rVB2 64070 134698 7.87% 0.784%
6 4.162 375 381 390 rVB2 33561 94510 5.52% 0.550%
7 4_.397 409 421 429 rBvV2 16827 53888 3.15% 0.314%
8 5.003 515 524 536 rVB3 42603 155150 9.07% 0.903%
9 5.473 594 604 616 rBV3 29550 100295 5.86% 0.584%
10 5.985 679 691 703 rBV2 79378 250829 14.66% 1.459%
11 7.020 858 867 876 rBV5 26422 77503 4_.53% 0.451%
12 7.226 893 902 911 rBV3 23276 61089 3.57% 0.355%

13 7.920 1011 1020 1024 rBvV2 210740 531837 31.08% 3.094%
14 7.979 1024 1030 1039 rVvVv 373058 959492 56.08% 5.582%

15 8.067 1039 1045 1050 rVvB5 19040 41073 2.40% 0.239%
16 8.185 1057 1065 1072 rBV2 75416 169799 9.92% 0.988%
17 8.244 1073 1075 1080 rvVvVv5 10194 17344 1.01% 0.101%
18 8.332 1082 1090 1103 rVB 208531 484966 28.34% 2.821%
19 8.456 1103 1111 1118 rBV6 19727 49257 2.88% 0.287%
20 8.532 1118 1124 1128 rVV5 13988 29195 1.71% 0.170%
21 8.603 1130 1136 1143 rVB6 23210 53750 3.14% 0.313%

22 8.720 1147 1156 1169 rBV 184480 377458 22.06% 2.196%
23 8.867 1172 1181 1194 rBV 509542 1040880 60.84% 6.056%
24 9.356 1249 1264 1270 rBV 261002 588920 34.42% 3.426%

25 9.408 1272 1273 1282 rVB4 25548 31186 1.82% 0.181%
26 9.532 1290 1294 1301 rVB9 10896 19271 1.13% 0.112%
27 9.626 1306 1310 1316 rVB5 11945 27519 1.61% 0.160%
28 9.773 1327 1335 1343 rVB7 12701 31570 1.85% 0.184%
29 9.920 1355 1360 1364 rBV3 15935 29007 1.70% 0.169%

30 9.979 1364 1370 1374 rBV2 107905 198117 11.58% 1.153%

31 10.114 1383 1393 1407 rVB2 97350 223852 13.08% 1.302%
32 10.344 1424 1432 1439 rBvV 884519 1710969 100.00% 9.954%
33 10.526 1455 1463 1470 rVB 248505 439145 25.67% 2 .555%
34 10.685 1482 1490 1493 rBv4 36670 63982 3.74% 0.372%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 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\82D110819S.M
Title : SW846 8260
35 10.720 1493 1496 1501 rVv2 16831 28675 1.68% 0.167%
36 10.779 1501 1506 1511 rVVv2 25380 42589 2.49% 0.248%
37 10.867 1516 1521 1528 rVB3 20134 33200 1.94% 0.193%
38 10.955 1530 1536 1541 rBV3 32529 56643 3.31% 0.330%
39 11.061 1547 1554 1561 rBV2 32761 72267 4.22% 0.420%
40 11.126 1561 1565 1569 rVV5 12620 19148 1.12% 0.111%
41 11.197 1569 1577 1581 rVB2 47374 82724 4.83% 0.481%
42 11.244 1581 1585 1591 rVB2 29178 51243 2.99% 0.298%
43 11.361 1599 1605 1608 rBV5 19391 31250 1.83% 0.182%

44 11.432 1608 1617 1628 rVB4 117707 280027 16.37% 1.629%
45 11.532 1628 1634 1646 rVB 80896 156204 9.13% 0.909%

46 11.650 1646 1654 1662 rBVY 807160 1418038 82.88% 8.250%

47 11.750 1666 1671 1679 rBV2 21567 37389 2.19% 0.218%
48 11.861 1681 1690 1699 rBV3 337845 663605 38.79% 3.861%
49 11.938 1699 1703 1708 rVB3 25003 38868 2.27% 0.226%
50 12.002 1711 1714 1720 rBV3 17900 32470 1.90% 0.189%
51 12.079 1720 1727 1733 rVB7 22581 49793 2.91% 0.290%
52 12.155 1733 1740 1742 rBV4 57240 100108 5.85% 0.582%
53 12.273 1756 1760 1765 rVB3 30073 46861 2.74% 0.273%
54 12.355 1765 1774 1776 rBVS8 20396 48854 2.86% 0.284%
55 12.402 1777 1782 1787 rVV5 30731 61539 3.60% 0.358%
56 12.491 1790 1797 1802 rVV3 78559 158094 9.24% 0.920%
57 12.561 1806 1809 1812 rVV3 42976 78254 4._.57% 0.455%
58 12.638 1816 1822 1833 rVB 758102 1342896 78.49% 7.813%
59 12.885 1858 1864 1869 rBV4 35404 75911 4.44% 0.442%
60 12.955 1870 1876 1882 rVB4 202693 344210 20.12% 2.003%
61 13.044 1886 1891 1893 rBV2 66935 97708 5.71% 0.568%
62 13.191 1913 1916 1919 rVB3 23566 28263 1.65% 0.164%
63 13.273 1924 1930 1935 rVV 69977 113391 6.63% 0.660%
64 13.320 1935 1938 1943 rVB6 15107 23538 1.38% 0.137%
65 13.455 1955 1961 1967 rBVS8 26468 69624 4_.07% 0.405%
66 13.514 1967 1971 1975 rVv7 29516 51915 3.03% 0.302%
67 13.579 1975 1982 1991 rVV 883335 1539910 90.00% 8.959%
68 13.655 1991 1995 2004 rVB7 22234 48550 2.84% 0.282%
69 13.773 2011 2015 2019 rBV7 12396 20489 1.20% 0.119%

70 13.902 2031 2037 2043 rBV 113958 172130 10.06% 1.001%
71 14.061 2058 2064 2069 rBVS8 14909 31174 1.82% 0.181%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 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\82D110819S.M
Title - SW846 8260
72 14.108 2070 2072 2078 rVB5 14399 22989 1.34% 0.134%
73 14.232 2088 2093 2097 rBV7 14619 22801 1.33% 0.133%
74 14.285 2097 2102 2108 rVV6 29854 51980 3.04% 0.302%
75 14.426 2122 2126 2128 rBV5 13152 21400 1.25% 0.125%
76 14.467 2128 2133 2141 rvv2 127383 238871 13.96% 1.390%
77 14.726 2171 2177 2179 rBV5 30019 52059 3.04% 0.303%
78 14.755 2179 2182 2187 rVB 57940 84045 4.91% 0.489%
79 14.814 2187 2192 2193 rBV5 14729 18937 1.11% 0.110%
80 14.891 2199 2205 2211 rBV 264931 424891 24.83% 2.472%
81 14.991 2217 2222 2229 rVB4 51227 91984 5.38% 0.535%
82 15.067 2229 2235 2237 rBV5 16550 25074 1.47% 0.146%
83 15.108 2237 2242 2246 rVV3 47780 71579 4.18% 0.416%
84 15.179 2248 2254 2258 rBV2 21121 37696 2.20% 0.219%
85 15.296 2269 2274 2281 rVB4 79511 144848 8.47% 0.843%
86 15.602 2322 2326 2334 rVB3 36708 61645 3.60% 0.359%
87 16.567 2486 2490 2496 rBVS8 13672 25727 1.50% 0.150%
Sum of corrected areas: 17188297

82D110819S.M Wed Nov 13 16:01:59 2019 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD064185.D

800000
600000
400000

200000
2.34 3,03 5 5.99

95 221, 4.16 4 49 5.00 gﬂ A

e e e

Time--> 2.00 2.20 2.40 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 6.40 6.60 6.80
Abundance TIC: VD064185.D

1Q0.34
11.65

800000

600000

8.87

400000

200000

7.02 7.23

e s o e e e

T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD064185.D

800000 12.64

600000

400000{ g5

200000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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 Pentane, 2-methyl- Concentration Rank 9

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

5.00 8.09 ug/Il 155150 Pentafluorobenzene 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 72
2 Pentane. 2-bromo- 150 C5H11Br 000107-81-3 38
3 Heptane. 2-methvl- 114 C8H18 000592-27-8 36
4 (AminomethvDcvclopropane 71 C4HON 002516-47-4 36
5 Acetic acid, trifluoro-, 3-methy... 184 C7H11F302 000327-69-5 36

Abundance Scan 524 (5.003 min): VD064185.D (-515) (-) m/z 43.00 100.00%
43
5000
71
57 460 480 500 520 5.40
207
o.,.”.,”..|”wﬂ“uhwg?ﬁf.”.,.”.,”..“...“???“u.. m/z 42.05 47.01%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1823: Pentane, 2-methyl-
43
5000
- 4.60 4.80 500 5.20 5.40
27 m/z 41.00 39.33%
2 15 | | ?7 J 86
0 L IR B :"II""I""'I""I""I""I""I""I""
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
27 460 480 500 520 5.40
5000 -, m/z 71.00 34.67%
55
0\ SN | | R 220 /4 S =) —
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance H#H7627: Heptane, 2—methy|— | LA N LA L
43 4.60 4.80 500 5.20 5.40
57 m/z 39.00 18.76%
5000
29
0 1\5 ‘\ ‘\ Il M\ 85 Il 1:!-4
mz-> 0 20 40 60 80 100 120 140 160 180 200 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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 n-Hexane Concentration Rank 4

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

5.99 13.07 ug/Il 250829 Pentafluorobenzene 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 50
3 2(3H)-Furanone. dihvdro-3-methvl- 100 C5H802 001679-47-6 40
4 2-Butene 56 C4H8 000107-01-7 38
5 1-Butanol, 3,3-dimethyl- 102 C6H140 000624-95-3 36

Abundance Scan 692 (5.991 min): VD064185.D (-679) (-) m/z 57.05 100.00%
57
5000 \ }\
86 SRR NSNS AR R
71 | 181 5.60 5.80 6.00 6.20 6.40
Ol B T o S m/z 41.00 75.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1821: n-Hexane
57
5000 SRR RARRE SRR AR
560 580 6.00 620 6.40
86 m/z 43.00 61.19%
71 |
0 I"”I""I""I""I""I""I"
m/z--> 100 120 140 160 180
Abundance
43
560 5.80 6.0 6.20 6.40
5000 56 m/z 56.05 52 .66%
27
69 g4
e S L S L UL L B L B WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3731: 2(3H)-Furanone, dihydro-3-methyl-
4 5.60 5.80 6.00 6.20 6.40
56 m/z 42.10 33.08%
5000
28
0 '|""‘N""W '7}'|§§ '}?q' L AL UL UARLL S
m/z--> 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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 Hexane, 3-methyl- Concentration Rank 8

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

8.19 8.85 ug/Il 169799 Pentafluorobenzene 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 53
3 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 53
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 53
5 Decane, 4-methyl- 156 C11H24 002847-72-5 53

Abundance Scan 1066 (8.191 min): VD064185.D (-1057) (-) m/z 43.05 100.00%
43
71
5000 >7
85 100 7.80 8.00 8.20 8.40 8.60
o..w..”LL.w,.”.,.”.,”..H?ﬁ.,”..,”..“...ﬁQZ. m/z 41.00 65.11%
m/z--> 20 40 100 120 140 160 180 200
Abundance #3974. Hexane, 3-methyl-
43
57 71
5000 RS NARRE SRR RAREE B
7.80 8.00 8.20 8.40 8.60
29 m/z 71.05 54.14%
ol 15 , 8 100
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
0 7.80 8.00 8.20 8.40 8.60
5000 m/z 70.05 53.79%
27 55
oL 15 85 gg 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19203: Heptane, 3,3,4-trimethyl-
43 7 7.80 8.00 8.20 8.40 8.60
m/z 57.10 51.09%
5000 57
29
o L] es g7 us 1
m/z--> 20 40 60 8IO 100 12'0 140 160 180 200 7.80 8.00 8.0 840 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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 Heptane Concentration Rank 1

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

8.72 18.13 ug/I 377458 1,4-Difluorobenzene 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 90
2 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 50
3 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 47
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 40
5 1,1-Dimethylpropyl 2-ethylhexanoate 214 C13H2602 1000099-99-2 40

Abundance Scan 1156 (8.720 min): VD064185.D (-1147) (-) m/z 43.05 100.00%
a3
71
5000
‘ e A T
8.40 8.60 8.80 9.00
) .l,””,””,“.}%QWHH,HH,HHEQ? 2L m/z 41.00  66.95%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3972: Heptane
a3
5000 71
8.40 8.60 8.80 9.00
2 m/z 71.05 64 .82%
100
G L R B R R S LA AR LARA AL LSS RARAN RARAS LARAN LN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
a 8.40 8.60 8.80 9.00
5000 m/z 57.00 57 .59%
o 15 72
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3984: Pentane, 3,3-dimethyl-
43 8.40 8.60 8.80 9.00
m/z 55.95 31.63%
71
5000
0'}””P'”W'wvi'ﬁgﬂ'”ﬂ”'ﬂ””l””P'”P”'P”W'”W'”W”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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 Heptane, 2-methyl- Concentration Rank 7

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

9.98 9.52 ug/Il 198117 1,4-Difluorobenzene 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2-methvl- 114 C8H18 000592-27-8 90
2 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 80
3 2.5-Hexanedione 114 C6H1002 000110-13-4 35
4 Pentane 72 C5H12 000109-66-0 35
5 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 35

Abundance Scan 1370 (9.979 min): VD064185.D (-1364) (-) m/z 43.10 100.00%
B g7
5000
70 99
114 9.60 9.80 10.00 10.20
o.w.”.“.”,”.l.h?ﬂJh,”.JL]?“§?W.”J“.”,J..“.”ﬁﬁqw. m/z 57.10 99.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7625: Heptane, 2-methyl-
43 57
5000
9.60 9.80 10.00 10.20
29 70 99 m/z 41.05 57.63%
15 ‘. 85 | 114
R A RN RS AR RS RRARS RARRS RRASS LRSS LALRS RALSS RARAN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 I U AR
9.60 9.80 10.00 10.20
5000 99 m/z 42.00 48.91%
71
112
oL 15 30 50 | 64 79 86
wwmmﬁmwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7177: 2,5-Hexanedione TR P T
43 9.60 9.80 10.00 10.20
m/z 70.10 21.27%
5000
99
71
15 27 | s0° | a1 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\
Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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 Heptane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.11 10.75 ug/Il 223852 1,4-Difluorobenzene 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-methvl- 114 C8H18 000589-81-1 83
2 Hexane. 1-(Chexvloxv)-2-methvl- 200 C13H280 074421-17-3 64
3 Hexane. 2.2.3.3-tetramethvl- 142 C10H22 013475-81-5 53
4 Nonane. 5-methvl- 142 C10H22 015869-85-9 53
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53
Abundance Scan 1392 (10.108 min): VD064185.D (-1383) (-) m/z 43.00 100.00%
8B 5y
85
5000
114 9.80 10.00 10.20 10.40
o.”“.”L.Aplﬁ“.”“.m“.”“.““.”..”..“..”..”“.E?E m/z 57.05 82.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7628: Heptane, 3-methyl-
43
57
85
5000
9.80 10.00 10.20 10.40
29 m/z 85.10 69.43%
s | | 7| soua
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
43
57 85 9.80 10.00 10.20 10.40
5000 m/z 56.10 58.22%
0 29 71 | 99115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19224: Hexane, 2,2,3,3-tetramethyl-
43 57 9.80 10.00 10.20 10.40
m/z 84.10 51.14%
5000 85
o 1 M 127
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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 7 Octane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.53 15.48 ug/Il 439145 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 64
4 Oxalic acid. diisohexyl ester 258 C14H2604 1000309-32-9 59
5 Hexane, 1,1"-oxybis- 186 C12H260 000112-58-3 53
Abundance Scan 1464 (10.532 min): VD064185.D (-1455) (-) m/z 43.05 100.00%
43
5000 85
|| s so7 s51 10.20 10.40 10.60 10.80
o..w”.w..WH.WH.WHJWH.WH.WH.WH..“..”..”.w”..” m/z 85.10 49.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7618: Octane
43
5000
29 57 a5 10.20 10.40 10.60 10.80
71 m/z 41.00 48 .19%
s | || e
O L R B s e ST
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
43
10.20 10.40 10.60 10.80
5000 85 m/z 57.05 42 .61%
57 11
29
ol15 99113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7642: Hexane, 2,4-dimethyl-
43 57 10.20 10.40 10.60 10.80
m/z 71.05 34.13%
85
5000
29 71
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80

82D110819S.M Wed Nov 13 16:02:05 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.43 9.87 ug/l 280027 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-methvl- 128 C9H20 002216-34-4 58
2 Octane. 2-methvl- 128 C9H20 003221-61-2 58
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 53
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 53
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 53

Abundance Scan 1617 (11.432 min): VD064185.D (-1608) (-) m/z 43.05 100.00%

5000

11.20 11.40 11.60 11.80

0 m/z 57.05 50.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12667: Octane, 4-methyl-
43
5000
71 85 11.20 11.40 11.60 11.80
29 [ 57 m/z 41.05 48.73%
. I| d | | 99113128
RRR R e A RARENRERE s aE S S a s s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
T TR TR
11.20 11.40 11.60 11.80
5000 57 m/z 71.05 35.39%
71
29 85
o 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12706: Hexane, 2,3,4-trimethyl- R Bl s ma ety S o e S
43 11.20 11.40 11.60 11.80
m/z 85.10 29.14%
5000
57 71 g5
0 H ‘ | ‘ \‘ 99 113128
|“'w R e e R ALNRAR RN R R R R R R AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\
Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14._.47 7.76 ug/l 238871 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-one. 1.3.... 152 C10H160 001195-79-5 90
2 L-Fenchone 152 C10H160 007787-20-4 90
3 D-Fenchone 152 C10H160 004695-62-9 87
4 2.4-Decadienal. (E.E)- 152 C10H160 025152-84-5 59
5 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 53
Abundance Scan 2134 (14.473 min): VD064185.D (-2128) (-) m/z 81.05 100.00%
il
5000
41
109 192 14.20 14.40 14.60 14.80
7 . . . .
oL e B b e 137 | 171101207 246 290 | "0 05 4871
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25249: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl-

5000

14.20 14.40 14.60 14.80
m/z 41.05  28.54%

04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
R R e o S EEan
14.20 14.40 14.60 14.80
5000 m/z 152.10 15.80%
41
152
oL 15 65 109 137
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25071: D-Fenchone
81 14.20 14.40 14.60 14.80
m/z 38.95 14 _.47%
5000
41
109 152
N e Sl A ol el
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Aca On - 11 Nov 2019 18:41

Operator : VA/SY

sample - K5777-02 :

Misc - 7.43G/5.00mI/MSVOA D/SOIL 2OC ZWESTOUTE/ALL (L0
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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 unknownl14.89 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.89 13.80 ug/Il 424891 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanemethanol. .alpha...al... 156 C10H200 000498-81-7 38
2 Cvclohexanemethanol. .alpha...al... 156 C10H200 005114-00-1 38
3 Methvl 16-methoxvheptadecanoate 314 C19H3803 1000110-18-2 27
4 7-Octen-2-ol. 2.6-dimethyl- 156 C10H200 018479-58-8 25
5 2-Cyclobutyl-2-propanol 114 C7H140 059383-67-4 25
Abundance Scan 2205 (14.891 min): VD064185.D (-2199) (-) m/z 59.05 100.00%
59
5000 95 113

138 14.60 14.80 15.00 15.20
o 163 207 232 261 281 306 334 m/z  95.10 48.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #28360: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-
59
5000
14.60 14.80 15.00 15.20
m/z 113.10 46.67%
27 7 123111
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
e R
14.60 14.80 15.00 15.20
5000 m/z 43.00 33.50%
41 81 97 123141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156545: Methy| 16-methoxyheptadecanoate B B B
59 14.60 14.80 15.00 15.20
m/z 40.95 25.86%
5000
ol o b 1L, B3 111127143 166 187205220 250267283299
i sanas o L R HE aa A e e L B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA D\DATA\VD111119\

Data File : VD064185.D

Acg On - 11 Nov 2019 18:41

Operator : VA/SY

Sample - K5777-02 -

Misg - 7.43G/5.00mI/MSVOA_D/SOIL e A=A Y
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D110819S_.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-methyl- 5.00 8.1 ug/Il 155150 1 7.98 959492 50.0
n-Hexane 5.99 13.1 ug/I1 250829 1 7.98 959492 50.0
Hexane, 3-methyl- 8.19 8.8 ug/Il 169799 1 7.98 959492 50.0
Heptane 8.72 18.1 ug/I1 377458 2 8.87 1040880 50.0
Heptane, 2-methyl- 9.98 9.5 ug/Il 198117 2 8.87 1040880 50.0
Heptane, 3-methyl- 10.11 10.8 ug/I1 223852 2 8.87 1040880 50.0
Octane 10.53 15.5 ug/I1 439145 3 11.65 1418040 50.0
Octane, 4-methyl- 11.43 9.9 ug/Il 280027 3 11.65 1418040 50.0
Bicyclo[2.2.1]hep... 14.47 7.8 ug/l 238871 4 13.58 1539910 50.0
unknownl14 .89 14.89 13.8 ug/I1 424891 4 13.58 1539910 50.0
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