LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\

Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05 e
Misc : 10.41G/5ML/MSVOA_W/SOIL -
ALS Vial : 44 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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_W\METHOD\82W101518S_.M

Title : SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.031 175 185 209 rBV 1138925 3219754 2.36% 0.113%
2 4._958 478 501 535 rBV 1245450 6572573 4.81% 0.232%
3 5.439 565 580 613 rBY 802100 3308501 2.42% 0.117%
4 6.878 805 816 824 rBV 407368 1441174 1.05% 0.051%
5 6.988 824 834 855 rvB 1820711 6301196 4.61% 0.222%

7.951 971 992 1001 rBV4 3677347 16098473 11.78% 0.567%
8.043 1001 1007 1018 rvB 1272870 3732991 2.73% 0.132%
3594818 9120720 6.67% 0.321%
8.439 1061 1072 1074 rBV2 2617377 5399973 3.95% 0.190%
8.494 1075 1081 1090 rVvVv2 6277350 23058305 16.87% 0.812%
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11 8.579 1090 1095 1127 rVB 3673898 10839735 7.93% 0.382%
12 9.347 1205 1221 1239 rBV 40237940 122615892 89.71% 4_.320%
13 9.524 1239 1250 1256 rVV2 4273626 9366856 6.85% 0.330%
14 9.616 1256 1265 1279 rVB 6857623 18621596 13.62% 0.656%
15 9.762 1280 1289 1301 rBV2 12437339 32843692 24.03% 1.157%

16 9.908 1306 1313 1317 rBV 6453195 14513222 10.62% 0.511%
17 9.969 1317 1323 1337 rVB2 21526451 63053041 46.13% 2.221%
18 10.109 1337 1346 1359 rVvB2 22691391 60610123 44.34% 2.135%
19 10.256 1359 1370 1376 rBV5 4575294 14891719 10.90% 0.525%
20 10.335 1376 1383 1388 rBV3 43053951 120736057 88.34% 4_.253%

21 10.457 1398 1403 1406 rBV 8198809 15518714 11.35% 0.547%
22 10.512 1406 1412 1422 rVB3 21521644 64577940 47.25% 2.275%
23 10.640 1422 1433 1434 rBV2 8800102 17733293 12.97% 0.625%
24 10.676 1434 1439 1448 rVB 37650866 88838460 65.00% 3.130%
25 10.774 1448 1455 1465 rBV2 24734288 68175330 49.88% 2.402%

26 10.859 1465 1469 1475 rVB 8627862 16863565 12.34% 0.594%

27 10.957 1476 1485 1492 rBV 22935701 53918807 39.45% 1.899%
28 11.060 1496 1502 1508 rBV 13552337 30089276 22.01% 1.060%
29 11.188 1518 1523 1528 rBV3 24112674 52919218 38.72% 1.864%
30 11.243 1528 1532 1534 rBV2 21689162 32422781 23.72% 1.142%

31 11.304 1539 1542 1545 rVB 7590057 8992903 6.58% 0.317%
32 11.353 1545 1550 1556 rBV3 25139103 48368622 35.39% 1.704%
33 11.451 1556 1566 1574 rVB3 38020819 126491336 92.55% 4._.456%
34 11.530 1574 1579 1585 rBV 27845653 57867303 42.34% 2.039%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\2018\VW101618\

Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05 e
Misc : 10.41G/5ML/MSVOA_W/SOIL -
ALS Vial : 44 Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: 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_W\METHOD\82W101518S.M
Title : SW846 8260

35 11.682 1599 1604 1608 rBV 7459769 14980796 10.96% 0.528%
36 11.737 1608 1613 1617 rBV2 23568629 42740887 31.27% 1.506%
37 11.780 1617 1620 1624 rBV 17029463 28514576 20.86% 1.005%
38 11.829 1624 1628 1633 rVB4 13976970 26657004 19.50% 0.939%
39 11.890 1633 1638 1643 rBV 27297482 70558141 51.62% 2.486%
40 11.993 1651 1655 1661 rBV3 11548142 24779488 18.13% 0.873%
41 12.060 1661 1666 1667 rBY 10125525 14905821 10.91% 0.525%
42 12.146 1674 1680 1689 rBV5 40603235 136679235 100.00% 4_.815%
43 12.274 1697 1701 1706 rVB2 15762208 30579207 22.37% 1.077%
44 12.347 1710 1713 1721 rBV5 16050592 43841293 32.08% 1.544%
45 12.475 1731 1734 1739 rBV4 12482488 19982232 14.62% 0.704%
46 12.560 1746 1748 1756 rVB2 32603627 65326020 47.80% 2.301%
47 12.639 1756 1761 1766 rVB3 20055728 37926340 27.75% 1.336%
48 12.719 1766 1774 1779 rBV6 28833452 89678120 65.61% 3.159%
49 12.792 1779 1786 1789 rBV3 24646876 51377751 37.59% 1.810%
50 12.883 1795 1801 1805 rBV4 32007949 80917903 59.20% 2.851%
51 12.938 1806 1810 1814 rBV3 19264464 42406081 31.03% 1.494%
52 13.103 1832 1837 1841 rBV3 18145432 32637059 23.88% 1.150%
53 13.145 1841 1844 1846 rVV 11700821 18182146 13.30% 0.641%
54 13.176 1847 1849 1852 rVV2 18907062 22614673 16.55% 0.797%
55 13.212 1852 1855 1859 rVB5 13187490 16614992 12.16% 0.585%
56 13.286 1864 1867 1869 rBV2 6898280 9735818 7.12% 0.343%
57 13.450 1890 1894 1898 rBV4 17799480 39060744 28.58% 1.376%
58 13.651 1924 1927 1931 rBV3 5665614 11378212 8.32% 0.401%
59 13.725 1932 1939 1943 rBV5 20962212 53756824 39.33% 1.894%
60 13.883 1962 1965 1968 rBV4 20131176 30916793 22.62% 1.089%
61 13.999 1980 1984 1987 rBV4 13287644 23582628 17.25% 0.831%
62 14.109 1999 2002 2007 rVB 17782820 32532352 23.80% 1.146%
63 14.218 2015 2020 2026 rVB4 24208496 50502315 36.95% 1.779%
64 14.285 2027 2031 2036 rBV6 14507286 25475457 18.64% 0.897%
65 14.346 2037 2041 2045 rBV5 7466906 15611732 11.42% 0.550%
66 14.401 2045 2050 2054 rBV4 27167614 57399635 42.00% 2.022%
67 14.511 2064 2068 2071 rBV2 11578551 17324070 12.67% 0.610%
68 14.566 2072 2077 2082 rVV4 31591927 59108877 43.25% 2.082%
69 14.621 2082 2086 2090 rBV5 8910230 14522264 10.63% 0.512%
70 14.706 2096 2100 2104 rVV2 11764614 19165903 14.02% 0.675%
71 14.749 2104 2107 2112 rVV4 5424498 9169911 6.71% 0.323%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\

Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05 e
Misc : 10.41G/5ML/MSVOA_W/SOIL -
ALS Vial : 44 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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_W\METHOD\82W101518S.M

: SW846 8260

72 14.816 2112 2118 2124 rVV3 31818807 80985942 59.25% 2.853%
73 14.871 2124 2127 2134 rVB4 14943732 26452158 19.35% 0.932%
74 14.974 2139 2144 2149 rBV 14043590 23337588 17.07% 0.822%
75 15.023 2149 2152 2154 rBV3 2887200 4224553 3.09% 0.149%

76 15.115 2164 2167 2173 rVV2 4779064 7433232 5.44% 0.262%
77 15.188 2174 2179 2185 rVB3 8336099 18318979 13.40% 0.645%
78 15.334 2200 2203 2205 rBV4 1420665 1918230 1.40% 0.068%
79 15.377 2205 2210 2215 rVV 17180175 31623900 23.14% 1.114%
80 15.432 2215 2219 2224 rVB2 4190601 7059640 5.17% 0.249%

81 15.511 2229 2232 2241 rVB4 3887400 8740052 6.39% 0.308%
82 15.663 2250 2257 2264 rVV2 1152493 2706480 1.98% 0.095%
83 15.742 2266 2270 2278 rVV7 1054507 2381407 1.74% 0.084%
84 15.828 2279 2284 2287 rVV3 783899 1747187 1.28% 0.062%
85 15.870 2288 2291 2301 rVB 1575458 3064799 2.24% 0.108%

86 16.456 2380 2387 2400 rVB 2584463 5641070 4._.13% 0.199%
87 16.657 2411 2420 2434 rVB 1185522 2754590 2.02% 0.097%

Sum of corrected areas: 2838656248
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.M
Quant Title : SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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 Heptane, 2-methyl- Concentration Rank 7

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

9.97 290.84 ug/l 63053000 1,4-Difluorobenzene 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
3 2-Piperidinone 99 C5H9NO 000675-20-7 52
4 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 43
5 Butane, 1-(ethenyloxy)-3-methyl- 114 C7H140 039782-38-2 43

Abundance Scan 1323 (9.969 min): VW006108.D (-1317) (-) m/z 57.10 100.00%
g7
43
5000
70 99
114 9.60 9.80 10.00 10.20
o...,....,....,..??', :..??.'!:,‘??..!'..??,.E.“‘?.??..!,.19.5.,.!..,... m/z 43.10 77.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7627: Heptane, 2-methyl-
43
57
5000
29 9.60 9.80 10.00 10.20
70 9 m/z 41.10 42 _.53%
...,.%?.,...|.,..?ﬂ, T O Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7648: Hexane, 2,5-dimethyl-
a3 ¥
9.60 9.80 10.00 10.20
5000 m/z 42.10 37 .33%
71 99
112
'”I}ﬂ'l”"P"W"”?%”'I”"P"W"”I'”'I”"P"W'”
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #3480: 2-Piperidinone
30 9.60 9.80 10.00 10.20
m/z 99.10 25.87%
42 99
5000
55 0
”.,féw.”....w.”.“.”,”.W.H.F%.w.”.,”.w.”.“..  RRREE Rmanm et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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 Heptane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.11 279.57 ug/Il 60610100 1,4-Difluorobenzene 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 4-Methylpentyl pentanoate 186 C11H2202 035852-47-2 59
3 2-Methylpentyl isovalerate 186 C11H2202 1000236-38-7 59
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 59
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59
Abundance Scan 1346 (10.109 min): VW006108.D (-1337) (-) m/z 57.10 100.00%
43 8
5000
1 114 9.80 10.00 10.20 10.40
0,|, ” L e 2 28 m/z 85.10  98.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7624: Heptane, 3-methyl-
43
57
85
5000 S ARRASUMEEN AR RAEEY
29 9.80 10.00 10.20 10.40
m/z 43.10 95.10%
114
15 | W 72 | oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50105: 4-Methylpentyl pentanoate

85

9.80 10.00 10.20 10.40
5000 56 m/z 56.10 70.89%

4
2 T 103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50080: 2-Methylpentyl isovalerate
85 9.80 10.00 10.20 10.40
m/z 41.10 64 .02%
57
5000 43
29 103
15 || \‘\ IR Zl I |, 129144158
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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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, 1,2-dimethyl-,.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.68 296.51 ug/l 88838500  Chlorobenzene-ds 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclohexane, imethyl-, trans- 112 C8H16 006876-23-9 91

1,2-d
2 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
3 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 87
1,3-di

5 Cyclohexane, imethyl-, trans- 112 C8H16 002207-03-6 86

Abundance Scan 1440 (10.682 min): VW006108.D (-1434) (-) m/z 97.10 100.00%
97
55
5000 112
41 70
| 20 - 10.40 10.60 10.80 11.00
o....,....!'...-,.LLﬁ ! L m/z 55.10 57.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55 97
5000 41
69 10.40 10.60 10.80 11.00
7 g3 | 12 m/z 112.10 42.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55 o7
10.40 10.60 10.80 11.00
5000 41 m/z 41.10 21.61%
112
27 69
J 83
R N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans) Al BaEE e e S
55 97 10.40 10.60 10.80 11.00
m/z 56.10 16.90%
41
5000
27 69 112
83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.45 422.18 ug/Il 126491000 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 91
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 91
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 91
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 91
5 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 59
Abundance Scan 1566 (11.451 mm) VW006108.D (-1556) (-) m/z 111.15 100.00%
5000 55 126
4|1 83 o7 11.20 11.40 11.60 11.80
Ol et 207221 56910 82.44Y%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
5000 41 U SUNURE B BRI B
126 11.20 11.40 11.60 11.80
. m/z 55.10 42 .35%
84
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69 111
1120 11,40 11.60 11.80
5000 55 m/z 126.15 38.54%
41 126
27
A N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 11.20 11.40 11.60 11.80
m/z 41.10 13.69%
5000 55
4l 126
28
..1?,.w..‘,‘u..l‘,.‘.‘..,8.3..9?,..1.,....,.... S S S A
m/z--> 20 60 80 100 120 140 160 180 200 220 11.20 1140 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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 1-Allyl-1-but-3-enyl-1-sila... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.15 456.18 ug/Il 136679000 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Allyl-1-but-3-enyl-1-silacyclo... 166 C10H18Si 127597-51-7 72
2 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 60
3 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 53
4 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 47
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-6 47
Abundance Scan 1681 (12.152 min): VW006108.D (-1674) (-) m/z 97.10 100.00%
97
55
5000 69
125
41 83
| 1 111 140 007 11.80 12.00 12.20 12.40
0 L . m/z 55.10 61.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35011: 1-Allyl-1-but-3-enyl-1-silacyclobutane
97
5000 43 83 R RN S IS
125 11.80 12.00 12.20 12.40
55 1 138 m/z 69.10 41.57%
110
""W""h""ﬁpg'l""l"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97
11.80 12,00 12.20 12.40
5000 m/z 125.15 31.93%
69 126
81
'|""|'”'|'"'|"”|'%%{|""|"”|""|"'w""
m/z--> 20 80 100 120 140 160 180 200
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97 11.80 12.00 12.20 12.40

m/z 126.15 26.91%

5000

41 69 126

81
H “\‘ H‘ \ | 111 ‘

m/z--> 20 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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 Cyclodecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.72 394.08 ug/Il 89678100 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclodecanol 156 C10H200 001502-05-2 52
2 3-Octadecyne 250 C18H34 061886-64-4 43
3 7-Methyl-1,6-octadiene 124 C9H16 042152-47-6 38
4 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 38
5 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 25

Abundance Scan 1774 (12.719 min): VW006108.D (-1766) (-) m/z 67.10 100.00%

111

5000

124 140 R e EEEEEmEm
12.40 12.60 12.80 13.00

O m/z 111.10 86.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28237: Cyclodecanol
41
3 81
5000 95 R EEEmmmEmae
12.40 12.60 12.80 13.00
2 110 138 m/z 69.10 80.47%
125 | 154
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102601: 3-Octadecyne
67
R ERERE R EEE SRRy
41 81 12.40 12.60 12.80 13.00
5000 95 109 m/z 81.10 79.19%

123

Z\T i Mj s

137 151 165 180 194207 221 250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10652: 7-Methyl-1,6-octadiene R RS RE R R R S

41 55 69 82 12.40 12.60 12.80 13.00

m/z 82.10 73.32%
5000
124
27 ‘ o5 109

m/z--> 20 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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 Glycine, furan-2-yl-methyl ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.88 355.58 ug/Il 80917900 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glycine, furan-2-yl-methyl ester 155 C7H9NO3 1000306-78-7 64
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 43
3 Pentalene, octahydro-2,5-dimethyl- 138 C10H18 028588-55-8 38
4 Cyclohexane, 1l-methyl-3-(1-methy... 140 C10H20 016580-24-8 38
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 38
Abundance Scan 1800 (12.877 min): VW006108.D (-1795) (-) m/z 97.10 100.00%
5 g1
5000 111
41 N SV Ve
12.60 12.80 13.00 13.20
o} m/z 55.10 81.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28004: Glycine, furan-2-yl-methyl ester
30 81
97
5000 R S SO S U
12:60 12.80 13.00 13.20
m/z 81.10 81.45%
53 154
67 | |, 123137
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55 97
12.60 12:80 13.00 1320
5000 m/z 69.10 51.59%
41 81
27 ‘ 140
A O 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16948: Pentalene, octahydro-2,5-dimethyl- A BRREEEEE LS
81 12.60 12.80 13.00 13.20
m/z 96.10 48.77%
5000
1 9
55
L e
mz-> 20 40 6 80 100 130 140 180 180 200 250 240 280 250 12.60 12:80 13.00 1320
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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 unknown-14.40 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.40 252.24 ug/Il 57399600 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo(3.3.1)nonane-2,6-dione 152 C9H1202 016473-11-3 49
2 Furan, 2-hexyl- 152 C10H160 003777-70-6 49
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 49
4 Cyclohexaneethanol 128 C8H160 004442-79-9 27
5 (2)-Hex-3-enyl (E)-2-methylbut-2... 182 C11H1802 1000373-73-0 22

Abundance Scan 2050 (14.401 min): VW006108.D (-2045) (-) m/z 152.20 100.00%

152

5000

14.00 14.20 14.40 14.60 14.80

0 m/z 83.10 73.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26016: Bicyclo(3.3.1)nonane-2,6-dione
152
5000 | BN LI L L L LB L
55 124 14.00 14.20 14.40 14.60 14.80
67 82 95 109 m/z 81.10 73.37%
41 | 137
.I T I T T III T T I L I T 1T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25102: Furan, 2-hexyl-
81
R A RRREE RS
14.00 14.20 14.40 14.60 14.80
5000 95 152 m/z 95.10 70.30%
68 123
43 53 108 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25333: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- R EEERERERRE SR
g1 9 14.00 14.20 14.40 14.60 14.80
m/z 82.10 68.07%
55 69
5000 108
152
SR ,??‘Jw S| T A ﬁ.. }%3..1?7. A R SN s
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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 10 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.82 355.88 ug/Il 80985900 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 83
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 70
3 Benzene, 2-butenyl- 132 C10H12 001560-06-1 70
4 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 55
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 50
Abundance Scan 2119 (14.822 min): VW006108.D (-2112) (-) m/z 117.10 100.00%
147
5000 132
14.60 14.80 15.00 15.20
o 152168 192207 m/z 132.10 42.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
147
132
5000
91 14.60 14.80 15.00 15.20
51 m/z 119.10 34 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
147
132 14.60 14.80 15.00 15.20
5000 m/z 115.10 30.50%
91
.”,?7”,.?i,..ii.”.,n..“...“..w......” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14042: Benzene, 2-butenyl-
117 14.60 14.80 15.00 15.20
m/z 131.10 21.63%
132
5000 91
39
.}ﬁ.h.“Jh,w.w.”.“.nhﬁbw”.q.”...”..” .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\2018\VW101618\
Data File : VW006108.D

Acq On : 17 Oct 2018 06:05

Operator : VA/AP

Sample - J5539-05

Misc : 10.41G/5ML/MSVOA_W/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W101518S.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]
Heptane, 2-methyl- 9.97 290.8 ug/1 63053000 2 8.85 10839700 50.0
Heptane, 3-methyl- 10.11 279.6 ug/l 60610100 2 8.85 10839700 50.0
Cyclohexane, 1,2-... 10.68 296.5 ug/1 88838500 3 11.63 14980800 50.0
Cyclohexane, 1,2,... 11.45 422.2 ug/l 126491000 3 11.63 14980800 50.0
1-Allyl-1-but-3-e... 12.15 456.2 ug/l1 136679000 3 11.63 14980800 50.0
Cyclodecanol 12.72 394.1 ug/l 89678100 4 13.55 11378200 50.0
Glycine, furan-2-_... 12.88 355.6 ug/l 80917900 4 13.55 11378200 50.0
unknown-14_40 14 .40 252.2 ug/l 57399600 4 13.55 11378200 50.0
Benzene, 2-etheny... 14.82 355.9 ug/l1 80985900 4 13.55 11378200 50.0
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