LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA Y\METHODS\82Y021720S.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 2.267 77 87 99 rBY 2294263 4007674 3.01% 0.184%

2 2.926 185 195 232 rVV 16788026 57210102 42.92% 2.633%

3 3.200 232 240 246 rVV 1007926 2242115 1.68% 0.103%

4 3.279 246 253 276 rVV2 15131903 42344751 31.76% 1.949%

5 3.475 276 285 300 rVV 3807273 9183901 6.89% 0.423%

6 3.639 300 312 319 rVV 1584291 4201096 3.15% 0.193%

7 3.731 319 327 354 rVV 5176733 14144223 10.61% 0.651%

8 3.981 354 368 402 rVB 3753908 12608446 9.46% 0.580%

9 4.627 449 474 483 rBV6 1092835 4597708 3.45% 0.212%
10 4.761 483 496 497 rVVv2 7988041 23027958 17.27% 1.060%
11 4.816 498 505 556 rvvs 16787319 85137211 63.86% 3.918%
12 5.291 558 583 619 rVV 13237720 50287137 37.72% 2.314%
13 5.621 619 637 653 rVV4 3149179 13547217 10.16% 0.623%
14 5.803 653 667 683 rVV 12467675 41630195 31.23% 1.916%
15 5.968 683 694 703 rVV 2780410 8741396 6.56% 0.402%
16 6.084 703 713 718 rVV 3925671 12978204 9.74% 0.597%
17 6.151 718 724 736 rVV 4725368 14630083 10.97% 0.673%
18 6.291 736 747 755 rVV 2706025 8873828 6.66% 0.408%
19 6.425 755 769 785 rVV2 2215614 11799924 8.85% 0.543%
20 6.590 785 796 809 rVV2 5124360 16956871 12.72% 0.780%
21 6.742 809 821 829 rVV 7594207 26284476 19.72% 1.210%
22 6.840 829 837 846 rVV 10735102 35072780 26.31% 1.614%
23 6.919 847 850 859 rVV 1415143 3416039 2.56% 0.157%
24 7.504 937 946 949 rBV3 1200502 3026708 2.27% 0.139%
25 7.565 949 956 965 rVB2 5836740 15314060 11.49% 0.705%
26 7.809 986 996 1006 rBV3 14759535 46282425 34.72% 2.130%
27 7.919 1006 1014 1024 rVB2 14158675 41038737 30.78% 1.888%
28 8.041 1024 1034 1051 rVB 14966284 43903400 32.93% 2.020%
29 8.199 1051 1060 1065 rBV5 675732 1992489 1.49% 0.092%
30 8.382 1071 1090 1099 rBV2 21757931 96305870 72.24% 4_.432%
31 8.461 1099 1103 1113 rVB 3995327 9913296 7.44% 0.456%
32 8.583 1113 1123 1136 rVB 13293735 35564375 26.68% 1.637%
33 8.718 1136 1145 1151 rBV2 8186297 20820122 15.62% 0.958%
34 8.772 1151 1154 1166 rVB3 3846158 9335548 7 .00% 0.430%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .M
Title : SW846 8260

35 8.882 1166 1172 1178 rVB 2505613 4763195 3.57% 0.219%
36 8.992 1178 1190 1211 rVB7 2871990 12769351 9.58% 0.588%
37 9.217 1211 1227 1232 rBV4 14141286 41981235 31.49% 1.932%
38 9.278 1232 1237 1244 rVB 10837355 22127503 16.60% 1.018%
39 9.358 1244 1250 1253 rBV 3468939 6940754 5.21% 0.319%
40 9.400 1253 1257 1263 rVB 3266332 5829103 4._.37% 0.268%
41 9.492 1263 1272 1279 rBV3 2030543 5947000 4._46% 0.274%
42 9.650 1290 1298 1307 rBV2 16351544 44684965 33.52% 2.056%
43 9.784 1307 1320 1326 rBV3 18132108 54839405 41.14% 2.524%
44 9.851 1326 1331 1335 rBV 8853311 17309286 12.98% 0.797%
45 9.992 1343 1354 1364 rBV 11789548 32332400 24.25% 1.488%
46 10.083 1364 1369 1373 rVV2 1653778 3137877 2.35% 0.144%
47 10.144 1373 1379 1385 rVV 10377796 22162808 16.63% 1.020%
48 10.205 1385 1389 1393 rVVv4 2894284 6087668 4._.57% 0.280%
49 10.272 1393 1400 1407 rVV 23232736 57202565 42.91% 2.632%
50 10.327 1407 1409 1412 rVV2 2045266 2838051 2.13% 0.131%
51 10.394 1412 1420 1426 rVV 10372055 22521680 16.89% 1.036%
52 10.455 1426 1430 1435 rVV2 1442093 2580709 1.94% 0.119%
53 10.735 1471 1476 1481 rVB 2093965 3822659 2.87% 0.176%
54 10.827 1481 1491 1496 rBV2 1963422 4262586 3.20% 0.196%
55 10.924 1502 1507 1514 rVV 2876503 5779116 4_.34% 0.266%
56 11.229 1552 1557 1560 rBV 1617950 2783813 2.09% 0.128%
57 11.302 1560 1569 1580 rVB2 6702951 17778631 13.34% 0.818%
58 11.406 1580 1586 1597 rBV 4892123 10377159 7.78% 0.478%
59 11.510 1597 1603 1610 rBV3 1764074 4335379 3.25% 0.199%
60 11.619 1613 1621 1629 rVB 27942419 68038069 51.04% 3.131%
61 11.735 1629 1640 1650 rBV2 37779621 133308278 100.00% 6.134%
62 11.955 1664 1676 1681 rBV4 1221740 3421409 2.57% 0.157%
63 12.052 1682 1692 1700 rVB2 32721618 77470374 58.11% 3.565%
64 12.138 1700 1706 1710 rVB 1139579 2061470 1.55% 0.095%
65 12.345 1734 1740 1745 rBV 8076184 13615073 10.21% 0.627%
66 12.479 1756 1762 1768 rVB2 2985347 6849782 5.14% 0.315%
67 12.540 1768 1772 1777 rVB 1463457 2062648 1.55% 0.095%
68 12.686 1785 1796 1801 rBV 17321831 33358204 25.02% 1.535%
69 12.759 1801 1808 1811 rVV 30667362 70012419 52.52% 3.222%
70 12.790 1811 1813 1816 rVV 22290564 31965560 23.98% 1.471%
71 12.833 1816 1820 1827 rVB 23032137 42119294 31.60% 1.938%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON

Sampling :© 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA Y\METHODS\82Y021720S.M
Title - SW846 8260
72 12.991 1838 1846 1854 rBVY 20006852 38786033 29.09% 1.785%
73 13.083 1854 1861 1864 rBVY 1329150 2288578 1.72% 0.105%
74 13.144 1864 1871 1877 rBV2 35043639 82782061 62.10% 3.809%
75 13.265 1883 1891 1894 rBV3 2979642 8014691 6.01% 0.369%
76 13.326 1898 1901 1906 rVV 4027143 6023037 4_.52% 0.277%
77 13.381 1906 1910 1913 rVvVv2 1623080 2772210 2.08% 0.128%
78 13.473 1917 1925 1939 rVB 19718547 41380933 31.04% 1.904%
79 13.607 1940 1947 1948 rBV 7245738 10559489 7.92% 0.486%
80 13.637 1948 1952 1955 rVV3 19324916 34683096 26.02% 1.596%
81 13.680 1955 1959 1969 rVB3 16279675 35843442 26.89%% 1.649%
82 13.765 1969 1973 1977 rBV2 1965134 2758495 2.07% 0.127%
83 13.832 1977 1984 1989 rVB 6158171 10189665 7.64% 0.469%
84 13.900 1989 1995 1997 rBV 9477469 15962443 11.97% 0.735%
85 13.924 1997 1999 2004 rVV 8760930 12376725 9.28% 0.570%
86 13.985 2004 2009 2014 rVB 13991683 22146850 16.61% 1.019%
87 14.089 2021 2026 2032 rVB2 4936357 7955131 5.97% 0.366%
88 14.223 2043 2048 2054 rBY 3877374 5998303 4 _.50% 0.276%
89 14.308 2054 2062 2065 rBV 8294850 14037956 10.53% 0.646%
90 14.345 2065 2068 2073 rVV 10767769 15805546 11.86% 0.727%
91 14.393 2073 2076 2079 rVV 2491843 3122883 2.34% 0.144%
92 14.576 2101 2106 2111 rVV 5498168 9224482 6.92% 0.424%
93 14.619 2111 2113 2118 rVB 2154236 2781016 2.09% 0.128%
94 14.692 2118 2125 2131 rBV3 8128855 18798743 14.10% 0.865%
95 14.753 2131 2135 2141 rVB2 1956447 3478454 2.61% 0.160%
96 14.954 2163 2168 2179 rVVv2 2534001 6342165 4_.76% 0.292%
97 15.064 2179 2186 2195 rVB2 1573589 3211480 2.41% 0.148%
98 15.247 2204 2216 2222 rBV 9130382 16476006 12.36% 0.758%
99 16.302 2382 2389 2405 rVB 4359383 9062868 6.80% 0.417%
100 16.497 2413 2421 2433 rVB 2032834 4384968 3.29% 0.202%
Sum of corrected areas: 2173145592
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY001721.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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, 3,3-dimethyl- Concentration Rank 8

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

4.82 91.98 ug/1 85137200 Pentafluorobenzene 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 59
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 43
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 40
4 Oxirane. propvl- 86 C5H100 001003-14-1 38
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 36

Abundance Scan 506 (4.822 min): VY001721.D (-498) (-) m/z 43.10 100.00%
43
71
5000
57
86 4.40 4.60 4.80 5.00 5.20
0 ...,....,....,....,..??;..-..??-.'.'|.,.‘?“?.,|:..7?,..:.,....,...., m/z 71.10 55.23%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3984: Pentane, 3,3-dimethyl-
43
71
5000 S LR AL SRR
4.40 4.60 4.80 5.00 5.20
29 55 85 m/z 41.10 53.05%
ol 1 5 | sl 7 e 7 | 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43
4.40 4.60 4.80 5.00 5.20
5000 m/z 42.10 34.87%
27 71
57
2 b 51 | 63 86
e R A IS RN IR RS IS RS LS RARRS SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43 4.40 4.60 4.80 5.00 5.20
m/z 39.10 29.32%
5000 l
31 55 ‘ 84
0 "'I""I""I"J'ML'?ﬂl'lh??"hu?%'"l*"'l""l"'}P}"'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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 Hexane, 2,2-dimethyl- Concentration Rank 3

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

8.38 231.28 ug/l 96305900 1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 83
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 83
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 74
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 64
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50

Abundance Scan 1090 (8.382 min): VY001721.D (-1071) (-) m/z 57.10 100.00%
g7
5000 41
99 8.00 8.20 8.40 8.60 8.80
o..,....,....,....,....|i.-|...5,0.-.'..',...9,9..7.6.,5.‘?..??...',....,?.1‘.‘.,.. m/z 41.10 43.52%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7650: Hexane, 2,2-dimethyl-
57
5000
41 8.00 8.20 8.40 8.60 8.80
29 m/z 56.10 39.27%
oL 4 15 \“ 50 | 71 79 9 114
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
8.00 8.20 8.40 8.60 8.80
5000 a m/z 43.10 21.72%
15 29 69 83 99
e SR R RS RARAN AR RARRS RRARS RARRS RARRA AL LAASS RARAN AN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
57 8.00 8.20 8.40 8.60 8.80
m/z 39.10 18.22%
5000 a1
29 99
o 15 | ||| 50|, 64 712 83 \ 113
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 120 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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 Heptane Concentration Rank 9

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

8.58 85.41 ug/1 35564400 1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Acetaldehvde. propvlhvdrazone 100 C5H12N2 007422-88-0 43
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 40
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 40
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38

Abundance Scan 1122 (8.577 min): VY001721.D (-1113) (-) m/z 43.10 100.00%
a3
57 71 T
5000
| | 190 8.20 8.40 8.60 8.80 9.00
85 : : : : :
o..,....,....,..??|;.:..?.1-.|..~,.‘?“?.-,:.??,..~..,9?..,...?}9..1.1,9.... m/z 41.10 63.01%
m/z--> 10 40 50 70 80 90 100 110 120
Abundance #3973: Heptane
43
57
5000 &
8.20 8.40 8.60 8.80 9.00
29 100 m/z 71.05 60.05%
0 ‘ | ‘ 85
RSN I UL UL UL SO SO UL SULIL S B B
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
71
30 820 840 8.60 880 9.00
5000 m/z 57.10 53.54%
42 100
58 85
R R AR RS RS RARRN RERRA KRR RRRAS SRS RERRN WA
m/z--> 10 30 40 50 60 70 80 90 100 110 120
Abundance #3977: Hexane, 3-methyl-
43 8.20 8.40 8.60 8.80 9.00
m/z 56.10 33.06%
5000 57 70
29
0 1‘5 il ‘ I 51\‘ 8\5 1(\)0
m/z--> 10 2 0 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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, 2,3,4-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
" 9.65 107.31 ug/l 44685000  1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pentane. 2.3.4-trimethvl- 114 csHis 000565-75-3 90

2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
4 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 78
5 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 74
Abundance Scan 1298 (9.650 min): VY001721.D (-1290) (-) m/z 43.10 100.00%
43 71
5000
55
9.40 9.60 9.80 10.00
o..,....,....,..??,.'.-.‘.‘?.'.‘.'|.,.??.,:.??,E.‘?.f.‘?..g?.,..1.0.7,??‘.‘.,... m/z 71.10 82.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43
71
5000
9.40 9.60 9.80 10.00
27 55 m/z 70.10 61.56%
oL 15 |37 “ \\ 65 | 77 83 91 97 114
mz> 10 2 30 40 S0 60 70 80 90 100 110 130
Abundance
43
71 9.40 9.60 9.80 10.00
5000 m/z 41.10 46.41%
oL 15 51 65 77 % % 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3974: Hexane, 3-methyl-
43 9.40 9.60 9.80 10.00
m/z 55.10 29 .34%
57 71
5000
29
oL 15 \‘ 37|l sl es | 85 100
m/z--> 10 20 30 45 50 60 70 80 90 160 110 120 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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 Pentane, 2,3,3-trimethyl- Concentration Rank 5

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

9.78 131.70 ug/l 54839400 1,4-Difluorobenzene 8.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 74
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 72
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 72
5 3,4-Diethyl hexane 142 C10H22 019398-77-7 64

Abundance Scan 1319 (9.778 min): VY001721.D (-1307) (-) m/z 43.10 100.00%
a3
71
5000 57
85
99 9.40 9.60 9.80 10.00
0 ...,....,....,....,..3.6.,-!:..5,9'.‘..,.6.4.'.',:..7.8,.:..?.2...',....,?.1?‘.,... m/z 71.10 63.70%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000
57 9.40 9.60 9.80 10.00
27 85 m/z 70.10 62.88%
oL 2 15 I \L‘ 50 | 64 | 78 9 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 9.40 9.60 9.80 10.00
5000 m/z 41.10 51.02%
27 55
o 15 63 83 114
RIS I UL IR IR UL UL IR I IR SRR SRS B B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43 9.40 9.60 9.80 10.00
- m/z 57.10 43_.42%
5000
0 15 i 50| . % 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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, 2,2,5-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.14 255.60 ug/Il 22162800 Chlorobenzene-d5 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 83
2 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 83
3 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 64
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 53
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 53
Abundance Scan 1378 (10.138 min): VY001721.D (-1373) (-) m/z 57.10 100.00%
57
5000
41 7
113 9.80 10.00 10.20 10.40
o...,....,....,....',:|..4ﬁ..'.:,.6.4..:...7.8,.5.‘?.,..?7,.195.,.-...,..1.??.... m/z 56.10 38.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12712: Hexane, 2,2,5-trimethyl-
57
5000
9.80 10.00 10.20 10.40
41 71 m/z 41.10 28.36%
oLoas X || 7 113
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
9.80 10.00 10.20 10.40
5000 m/z 71.10 22 .50%
g M 71
o 15 50 83 97 113
WTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12687: Heptane, 2,2-dimethyl-
57 9.80 10.00 10.20 10.40
m/z 43.10 17.21%
5000
s 4
71
o 18 L‘ \y\ 50 | 64 | 788 97 113 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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 Octane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.39 259.74 ug/Il 22521700 Chlorobenzene-d5 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 90
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 72
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 59
4 Hexane. 1-(Chexvloxv)-2-methvl- 200 C13H280 074421-17-3 53
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 53

Abundance Scan 1419 (10.388 min): VY001721.D (-1412) (-) m/z 43.10 100.00%
43
5000 85
114 10.00 10.20 10.40 10.60 10.80
0 ...,....|i:. . ,.-.-”..,~!-...,...-'.,....,....,.1??.,....,2.0.7.. m/z 41.10 51.99%
m/z--> 20 40 100 120 140 160 180 200
Abundance #7618: Octane
43
5000 LN RN BRI I
29 57 g5 10.00 10.20 10.40 10.60 10.80
71 m/z 85.10 46.61%
e L SR S UL B WL L B WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
10.00 10.20 10.40 10.60 10.80
5000 85 m/z 57.10 40.79%
57 71
29
ol 15 99 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7623: Hexane, 3-ethyl-
43 10.00 10.20 10.40 10.60 10.80
m/z 71.10 29.36%
5000 85
57 71
0"'w"JL"Mw'M'w'"w'y%w"'w"'w"'w"'w"'
m/z--> 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.30 205.04 ug/Il 17778600 Chlorobenzene-d5 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 80
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 64
3 Dichloroacetic acid. 4-methvlpen... 212 C8H14C1202 1000282-43-7 59
4 Dodecane. 5-methvl- 184 C13H28 017453-93-9 59
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 53
Abundance Scan 1569 (11.302 min): VY001721.D (-1560) (-) m/z 43.10 100.00%
a3
5000 57 7
85
113 128 11.00 11.20 11.40 11.60
0..,....,..3.6.|,-.|- 501 ,.6.4..'!...7.8,.1..,...9.?.19?.,....,....,....,....,. m/z 57.10 47.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12672: Octane, 2-methyl-
43
5000 57
11.00 11.20 11.40 11.60
29 71 a5 m/z 71.10 44 _55%
0 \\ “‘ 50 || 64 ‘ 78 || 99 113 128
m/z--> 20 30 40 50 60 75 80 90 100 110 120 130 140 150
Abundance
43
11.00 11.20 11.40 11.60
5000 a5 m/z 41.10 39.81%
57 71
29
o 36, 50 99 113 128
mmﬁmwwwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #71580: Dichloroacetic acid, 4-methylpenty! ester R e R AR R ma
43 11.00 11.20 11.40 11.60
m/z 85.10 31.97%
5000 71
84
0 L \ 36 ‘\ “\ ‘\ | ‘ 93 111 142
m/z--> 20 30 Jo 50 60 75 80 90 100 110 120 130 150 150 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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 Octane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.41 119.68 ug/l 10377200 Chlorobenzene-d5 11.51
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 81
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 53
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 53
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
Abundance Scan 1587 (11.412 min): VY001721.D (-1580) (-) m/z 57.10 100.00%
57
5000
41
H 71 %8 11.00 11.20 11.40 11.60 11.80
0 ...,....','...\\L,..-"..,5.‘5...',..1.1?,.1?53.,....,...., m/z 41.10 27.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12669: Octane, 3-methyl-
57
5000 LN BN B BN
43 11.00 11.20 11.40 11.60 11.80
m/z 43.10 26.38%
29 ‘ = 98
0 15 \‘ \‘\ i il 85 M 113 128
miz--> 20 40 60 80 100 120 140 160
Abundance
57
11.00 11.20 11.40 11.60 11.80
5000 a1 m/z 56.10 22 .58%
29 71 99
o 14 85 113 128
miz--> 20 40 60 80 100 120 140 160
Abundance #38328: Undecane, 6-methyl- R B S BE S S
57 11.00 11.20 11.40 11.60 11.80
m/z 98.10 18.37%
5000
43 98
29
o d ‘L‘ Il ml 85 “ 112 126 140 155 170
m/z--> 20 40 ' 80 100 120 140 160 ' 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\VY022020\
Data File : VY001721.D

Aca On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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 Benzene, l-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.76 84 .60 ug/1 70012400 1,4-Dichlorobenzene-d4 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 80
Abundance Scan 1808 (12.759 min): VY001721.D (-1801) (-) m/z 105.15 100.00%
105
120
5000
77 91
39 51 65 153 169 200 12.40 12.60 12.80 13.00
0 Astiaedos 189 299 m/z 120.15 53.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105
5000
120 12.40 12.60 12.80 13.00
m/z 77.10 19.56%
27 3? 51 65 77 %1
o) — .‘... ‘..“ﬁ‘.“.‘...“ - ‘ﬁ‘...“.... N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.40 12.60 12.80 13.00
5000 m/z 91.10 18.33%
7 e 120
15 27 39 51 65
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9414: Benzene, 1,2,3-trimethyl-
105 12.40 12.60 12.80 13.00
m/z 79.10 15.42%
5000 120
27 % 51 63 1 9
0...|.‘...“i‘..“l‘.l“.‘...ml..“ﬁ.l‘l‘..‘.“l‘....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY022020\
Data File : VY001721.D

Acq On : 20 Feb 2020 14:05

Operator : SY/MD

Sample : L1601-04

Misc : 3.81G/5ML/MSVOA_Y/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y021720S .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, 3,3-dime... 4.82 92.0 ug/1 85137200 1 7.83 46282400 50.0
Hexane, 2,2-dimet... 8.38 231.3 ug/1 96305900 2 8.72 20820100 50.0
Heptane 8.58 85.4 ug/1 35564400 2 8.72 20820100 50.0
Pentane, 2,3,4-tr... 9.65 107.3 ug/1 44685000 2 8.72 20820100 50.0
Pentane, 2,3,3-tr... 9.78 131.7 ug/1 54839400 2 8.72 20820100 50.0
Hexane, 2,2,5-tri... 10.14 255.6 ug/l 22162800 3 11.51 4335380 50.0
Octane 10.39 259.7 ug/l 22521700 3 11.51 4335380 50.0
Octane, 2-methyl- 11.30 205.0 ug/l1 17778600 3 11.51 4335380 50.0
Octane, 3-methyl- 11.41 119.7 ug/l1 10377200 3 11.51 4335380 50.0
Benzene, l-ethyl-_... 12.76 84.6 ug/l1 70012400 4 13.44 41380900 50.0
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