LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31122\
Data File : VY007847.D

Acqg On : 11 Mar 2022 12:19

Operator : SY/MD

Sample : N1853-03

Misc : 4.15g/5.0mL/MSVOA_Y/SOIL SR-EX2B-BASE-01

ALS vial : 9 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M

Title : SW846 8260

Signal : TIC: VY@07847.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.028 31 34 35 rvB2 814 832 2.10% ©0.332%
2 2.058 35 39 42 rBV4 1305 1895 4.78% 0.757%
3 2.138 44 52 57 rBv4 4106 11845 29.86% 4.732%
4  2.339 83 85 91 rVB2 1168 1167 2.94% 0.466%
5 2.759 148 154 157 rVB3 797 1379 3.48% 0.551%
6 2.948 182 185 189 rBv4 750 1251 3.15% 0.500%
7 3.095 206 209 213 rBV3 943 1807 4.56% 0.722%
8 3.503 273 276 279 rVB3 960 911 2.30% 0.364%
9 3.692 305 307 311 rBV2 549 812 2.05% 0.324%
10 3.741 311 315 318 rBV 522 922 2.32% 0.368%
11  3.899 339 341 346 rVB3 609 878 2.21% ©.351%
12 4.192 388 389 393 rvVv 965 837 2.11% 0.334%
13 4.662 464 466 470 rVB2 881 976 2.46% 0.390%
14 4.918 506 508 510 rBV3 765 842 2.12% 0.336%
15 5.350 578 579 582 rBV3 780 853  2.15% ©0.341%
16 5.649 624 628 630 rBv2 597 855 2.16% 0.342%
17 5.753 641 645 648 rBv4 571 935 2.36% 0.374%
18 6.045 690 693 698 rVB2 795 1172 2.95% 0.468%
19 6.100 698 702 705 rBV2 782 805 2.03% 0.322%
20 6.362 742 745 747 rBV2 623 793 2.00% 0.317%
21 6.448 757 759 763 rBvV2 902 999  2.52% 0.399%
22 7.015 850 852 855 rBV2 664 840 2.12% 0.336%
23 7.301 896 899 901 rBvV2 731 879 2.22% 0.351%
24 7.557 938 941 944 rBV2 774 963 2.43% 0.385%
25 7.630 950 953 955 rBV 928 826 2.08% ©0.330%
26 7.716 963 967 971 rW5 2338 4644 11.71% 1.855%
27 7.789 973 979 985 rVB7 4573 10952 27.61% 4.376%
28 7.996 1007 1013 1015 rBV4 1327 2620 6.60% 1.047%
29 8.143 1030 1037 1043 rBV6 3356 6967 17.56% 2.783%
30 8.222 1047 1050 1053 rvB3 920 1158 2.92% 0.463%
31 8.478 1088 1092 1094 rvVv 648 925 2.33% 0.370%
32 8.539 1100 1102 1103 rVV2 1131 1166 2.94% 0.466%
33 8.569 1106 1107 1111 rVB2 835 820 2.07% 0.328%
34 8.691 1119 1127 1134 rVB4 6051 12233 30.84% 4.887%
35 9.270 1218 1222 1227 rVB2 585 997 2.29% 0.362%
36 9.722 1293 1296 1298 rVB2 775 923 2.33% 0.369%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31122\
Data File : VY007847.D

Acqg On : 11 Mar 2022 12:19

Operator : SY/MD

Sample : N1853-03

Misc : 4.15g/5.0mL/MSVOA_Y/SOIL SR-EX2B-BASE-01

ALS vial : 9 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
Title : SW846 8260
37 9.746 1298 1300 1304 rBvV2 770 1273  3.21% ©.509%
38 9.819 1308 1312 1314 rBV4 1530 2092 5.27% 0.836%
39 9.953 1331 1334 1335 rBV3 747 905 2.28% 0.362%
40  9.965 1335 1336 1339 rVWV 1384 836 2.11% 0.334%
41 10.179 1365 1371 1379 rVV2 10111 19838 50.01% 7.926%
42 10.374 1398 1403 1406 rVB3 1301 2116 5.33% 0.845%
43 10.673 1451 1452 1455 rVB 1484 941 2.37% 0.376%
44 10.703 1455 1457 1458 rBV 947 858 2.16% ©0.343%
45 10.746 1461 1464 1466 rBV 895 938 2.36% 0.375%
46 11.246 1544 1546 1548 rVB3 1282 820 2.07% 0.328%
47 11.276 1548 1551 1558 rBV3 1723 2650 6.68% 1.059%
48 11.386 1563 1569 1570 rBV3 1091 1590 4.01% 0.635%
49 11.490 1580 1586 1591 rVv2 7419 11205 28.25% 4.477%
50 11.532 1591 1593 1596 rVB2 1013 1009 2.54% 0.403%
51 11.721 1619 1624 1625 rVvVv4 1202 1828 4.61% 0.730%
52 11.898 1649 1653 1656 rVB2 814 1023 2.58% 0.409%
53 11.947 1656 1661 1662 rVB2 1107 1260 3.18% 0.503%
54 11.989 1662 1668 1669 rBvV2 1876 2372 5.98% 0.948%
55 12.020 1671 1673 1680 rVB4 3639 6536 16.48% 2.611%
56 12.130 1686 1691 1697 rVB4 1844 3262 8.22% 1.303%
57 12.203 1697 1703 1706 rBV5 1681 3596 9.07% 1.437%
58 12.252 1706 1711 1715 rVvV5 2828 4645 11.71% 1.856%
59 12.380 1730 1732 1734 rBv2 1130 1136 2.86% 0.454%
60 12.489 1741 1750 1758 rBV 21655 39667 100.00% 15.848%
61 12.605 1768 1769 1771 rVWV 986 880 2.22% ©0.352%
62 12.648 1773 1776 1779 rVB3 2510 3390 8.55% 1.354%
63 12.678 1779 1781 1784 rVB3 649 817 2.06% 0.326%
64 12.703 1784 1785 1787 rBV2 1130 918 2.31% 0.367%
65 12.727 1787 1789 1793 rVB4 949 1325 3.34% 0.529%
66 12.806 1796 1802 1807 rBVS8 2620 5618 14.16%  2.245%
67 12.873 1811 1813 1816 rVB3 1320 944  2.38% 0.377%
68 13.026 1837 1838 1841 rBV2 1254 1260 3.18% 0.503%
69 13.111 1851 1852 1855 rVB3 864 899 2.27% 0.359%
70 13.148 1855 1858 1860 rBV4 869 1120 2.82% 0.447%
71 13.227 1869 1871 1874 rBV2 1260 1649 4.16% 0.659%
72 13.325 1886 1887 1889 rVB2 1455 897 2.26% 0.358%
73 13.361 1889 1893 1894 rBV3 841 974 2.46% 0.389%
74 13.428 1898 1904 1907 rBV5 2053 3879 9.78% 1.550%
75 13.501 1915 1916 1918 rBV2 1399 854  2.15% ©0.341%
76 13.568 1925 1927 1932 rVB3 915 1184 2.98% 0.473%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31122\
Data File : VY007847.D

Acqg On : 11 Mar 2022 12:19

Operator : SY/MD

Sample : N1853-03

Misc : 4.15g/5.0mL/MSVOA_Y/SOIL SR-EX2B-BASE-01

ALS vial : 9 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
Title : SW846 8260
77 13.666 1940 1943 1946 rVB3 1488 1317 3.32% 0.526%
78 13.751 1953 1957 1958 rVvv3 1027 1443 3.64% ©.577%
79 13.873 1975 1977 1981 rBV 903 1460 3.68% 0.583%
890 13.965 1991 1992 1996 rVB3 1260 1193 3.01% 0.477%
81 14.166 2022 2025 2028 rVB4 1241 1438 3.63% ©.575%
82 14.196 2028 2030 2035 rBV3 1114 1640 4.13% 0.655%
83 14.270 2040 2042 2045 rVvV3 1384 1444 3.64% 0.577%
84 14.532 2082 2085 2087 rBV2 1005 875 2.21% ©.350%
85 15.007 2162 2163 2167 rVB2 1142 1026  2.59% 0.410%
86 15.123 2180 2182 2184 rVB2 943 835 2.11% 0.334%
87 15.147 2184 2186 2188 rBV3 709 839 2.12% 0.335%
88 15.208 2195 2196 2202 rBV4 977 1335 3.37% ©.533%
89 15.263 2202 2205 2209 rVV5 1351 1766 4.45% 0.706%
990 15.452 2234 2236 2240 rVB2 1230 939 2.37% 0.375%
91 15.489 2240 2242 2245 rVB3 1349 1115 2.81% ©.445%
92 15.525 2245 2248 2250 rBV2 1065 1420 3.58% 0.567%
93 15.867 2302 2304 2308 rBV5 983 1355 3.42% 0.541%
94 16.062 2334 2336 2339 rVB3 1249 848 2.14% 0.339%
95 16.098 2341 2342 2345 rBV3 1046 1279  3.22% ©.511%
96 16.294 2371 2374 2377 rBV3 1374 1913 4.82% 0.764%
97 16.324 2377 2379 2381 rVVv3 1231 1006 2.54% 0.402%
98 16.385 2387 2389 2392 rBV3 1306 1500 3.78% ©.599%
99 16.495 2405 2407 2409 rBV3 1610 1143 2.88% 0.457%
100 16.739 2443 2447 2450 rBV3 1830 2576 6.49% 1.029%
Sum of corrected areas: 250298
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031122\

: VYe07847.D

: 11 Mar 2022 12:19
: SY/MD

: N1853-03

: 4.15g/5.0mL/MSVOA_Y/SOIL SR-EX2B-BASE-01
: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

20000

15000

10000

5000

TIC: VY007847.D\data.ms

4.662 4.918 . 5653 6945)0 6.45448
i / (Y ALY

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY007847.D\data.ms
20000
15000
10.179
10000 11.490
8.691
7.789
5000 . ‘ 8.143
i 9.818.95 10. 374 e 11.721
f 7.996 |, MYs 5.9 ) 20P386/532
. 7.301 7.35580 § 222 8 HB6Y 9.27Q D78, 6 1 /|
715 y o /] A Riig 7 oyl , i IAWTVA
ol — — — —— —— — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: VY007847.D\data.ms
12.489
20000
15000
10000
12. 020
5000 12.252 V6195 16. 73
12 64‘@ 6B A5 E3,828595
1% o 139 873, 028 o b2 R £6650.3,065 3470 14,532 15.9 %g‘ % 1 8 e 83 Wv‘ Ml
l‘ ol vr’in* e W‘h l Al # Wity A Tl W
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13100 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031122\
Data File : VY007847.D

Acqg On : 11 Mar 2022 12:19

Operator : SY/MD

Sample : N1853-03

Misc : 4.15g/5.0mL/MSVOA_Y/SOIL SR-EX2B-BASE-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknownl2.252 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.252  20.73 ug/l 4645 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-cyclohexyl- 196 C14H28 002883-05-8 35
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 25
3 1-Acetylpiperidin-4-yl acetate 185 C9H15NO3 883733-99-1 23
4 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 12
5 Glycine, N-(3-methyl-1-oxo-2-but... 171 C8H13NO3 056009-34-8 12
Abundance Scan 1711 (12.252 min): VY007847.D\data.ms (-1706) (- m/z 83.20 100.00%
43.8 83.2
207.1
5000
145.6 | f\
— 5 —
H ‘ ‘ 12.00 12.50
0 b e e e e e m/z 82.00 91.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71759: Octane, 2-cyclohexyl-
82.0
41.0
5000 *A\* ‘ﬂ‘ﬂ_‘h
111.0 12.00 12.50
m/z 43.80 89.46%
0 H Al \“ 139.0 1670 1960
\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 _— _—
12.00 12.50
5000 m/z 40.00 88.65%
270 ‘ 126.0
o‘Hw‘UHN‘W_“‘mH_Hwwwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60299: 1-Acetylpiperidin-4-yl acetate T —
43.0 82.0 12.00 12.50
m/z 55.00 57.03%
5000
125.0 185.0
0 N PO R A AL ﬁAM LI
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031122\
Data File : VY007847.D

Acqg On : 11 Mar 2022 12:19

Operator : SY/MD

Sample : N1853-03

Misc : 4.15g/5.0mL/MSVOA_Y/SOIL SR-EX2B-BASE-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknownl2.648 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.648 43.70 ug/l 3390 1,4-Dichlorobenzene-d4 13.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Pentanediol 104 C5H1202 000111-29-5 10
2 3-Hepten-1-o0l, (E)- 114 C7H140 002108-05-6 9
3 Butanal, 3-hydroxy- 88 C4H802 000107-89-1 9
4 3-Hepten-1-o0l 114 C7H140 010606-47-0 9
5 Propanamide 73 C3H7NO 000079-05-0 4

Abundance Scan 1776 (12.648 min): VY007847.D\data.ms (-1773) (- m/z 40.00 100.00%

40.0 55.0
5000
70.1 95.1
— —
| \\
OFrrrrr et bl A m/z 55.00  99.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5349: 1,5-Pentanediol
31.0 56.0
5000 MM}\M ‘ h H\MM
12.50 13.00
74.0 m/z 44.00  93.45%
ol 180 “ Lol s 1010
\H‘HH‘\H\’\\H‘\\H‘H \‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8464 3-Hepten-1-ol, (E)-
55.0
— —
81.0 12.50 13.00
5000 41.0 m/z 57.00 40.18%
27.0 ‘ GTO 96.0
0 H‘%ép‘HJLLH‘Jhuﬁw“‘_HJWH‘MUH‘_HN‘H‘%}fpw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 Am n M
Abundance #2289: Butanal, 3-hydroxy- - ﬂ — ‘ﬂ‘ ﬂ
29.0 12.50 13.00
44.0 -
m/z 45.00 36.90%
5000
15.
70.0 ﬂ ﬂ
1] —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031122\
Data File : VY007847.D

Acqg On : 11 Mar 2022 12:19

Operator : SY/MD

Sample : N1853-03

Misc : 4.15g/5.0mL/MSVOA_Y/SOIL SR-EX2B-BASE-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownl2.806 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.806 72.42 ug/l 5618 1,4-Dichlorobenzene-d4 13.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 3-me... 112 C7H120 036099-51-1 42
2 2-n-Butylacrolein 112 C7H120 001070-66-2 40
3 6-Methyl-2-heptanol, trifluoroac... 226 C10H17F302 1010365-05-8 27
4 1-Methylpyrazol-3-amine 97 C4H7N3 001904-31-0 25
5 1-Hexadecanol 242 C16H340 036653-82-4 14

Abundance Scan 1802 (12.806 min): VY007847.D\data.ms (-1796) (- m/z 41.10 100.00%

41.1
5000 96.8
69.2 207.1

H‘\ “ | 1250 13.00
e A~ m/z 43.00 80.10%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7474 7-Oxabicyclo[4.1.0]heptane, 3-methyl-
41.0 97.0
5000 68.0

12.50 13.00
m/z 55.15 53.15%

o

0! \\“‘\\\\‘\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7344: 2-n-Butylacrolein
41.0 97.0 A “\'\
LAy TN R
70.0 12.50 13.00
5000 m/z 96.80  48.87%
0L15:0 A
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200 1 ﬂ ﬂ
Abundance #106106: 6-Methyl-2-heptanol, trifluoroacetate Pt ‘A —
55.0 12.50 13.00
m/z 42.00 39.29%
5000
97.0
29.0
obr Mk Ly 2 1670 LI Mﬂ | m M
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31122\
Data File : VY007847.D

Acqg On : 11 Mar 2022 12:19

Operator : SY/MD

Sample : N1853-03

Misc : 4.15g/5.0mL/MSVOA_Y/SOIL SR-EX2B-BASE-01

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl12.252 12.252 20.7 ug/l 4645 3 11.490 11205 50.0
unknownl12.648 12.648 43.7 ug/l 3390 4 13.416 3879 50.0
unknown12.806 12.806 72.4 ug/l 5618 4 13.416 3879 50.0
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