LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y031722S.M

Title : SW846 8260

Signal : TIC: VYQ08003.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.113 44 48 49 rBvV2 3566 3511 5.72% ©.592%
2 2.125 49 50 52 rWv2 1589 1354 2.20% 0.228%
3 2.241 67 69 70 rBV2 1159 1179 1.92% 0.199%
4 2.333 82 84 86 rBv3 1048 1068 1.74% 0.180%
5 2.424 98 99 100 rw 1923 711  1.16% ©0.120%
6 2.455 100 104 109 rVB6 3268 5467 8.90% 0.923%
7 2.589 124 126 129 rVB2 1256 1049 1.71% 0.177%
8 2.723 145 148 151 rVB4 665 819 1.33% 0.138%
9 2.772 153 156 158 rVB2 936 889 1.45% 0.150%
106 2.820 162 164 167 rVB3 505 645 1.05% ©0.109%
11  3.357 250 252 254 rBV2 816 755 1.23% 0.127%
12 3.668 301 303 307 rVB4 667 724 1.18% 0.122%
13  3.930 345 346 348 rBV2 649 650 1.06% ©0.110%
14  4.552 445 448 452 rBV2 782 1145 1.86% ©.193%
15 4.863 497 499 502 rBV3 507 673 1.10% 0.114%
16 4.972 514 517 520 rBV3 467 722 1.18% 0.122%
17 5.466 595 598 600 rBv2 651 733 1.19% 0.124%
18 5.997 682 685 688 rv3 564 649 1.06% ©.110%
19 6.307 734 736 739 rBV2 491 705 1.15% 0.119%
20 6.362 743 745 747 rVB2 802 708 1.15% 0.119%
21 6.881 828 830 833 rBv2 500 790  1.29% ©0.133%
22 7.509 928 933 934 rBV2 1071 1420 2.31% 0.240%
23 7.655 952 957 959 rBv4 604 878 1.43% 0.148%
24 7.716 959 967 973 rBV2 8382 19394 31.57% 3.273%
25 7.783 973 978 987 rVB3 12027 27875 45.38% 4.704%
26 8.143 1027 1037 1045 rBV3 9998 23105 37.61% 3.899%
27 8.533 1097 1101 1104 rBV3 568 705 1.15% ©0.119%
28 8.685 1119 1126 1134 rBV 22526 44040 71.69%  7.432%
29 9.167 1203 1205 1210 rVB3 721 741 1.21% 0.125%
30 9.472 1252 1255 1262 rVB3 517 923 1.50% 0.156%
31 9.752 1297 1301 1302 rBV3 691 828 1.35% ©.140%
32 9.813 1306 1311 1314 rBV4 618 782 1.27% 0.132%
33 10.179 1360 1371 1380 rBV 35097 61430 100.00% 10.366%
34 10.368 1399 1402 1405 rVB4 540 647 1.05% ©0.109%
35 10.703 1454 1457 1460 rBV4 435 693 1.13% 0.117%
36 10.758 1463 1466 1469 rBV3 746 869 1.41% 0.147%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y031722S.M
Title : SW846 8260
37 11.e32 1507 1511 1514 rVwV4 1152 1308 2.13% 0.221%
38 11.e81 1514 1519 1527 rVB7 1885 4937 8.04% 0.833%
39 11.154 1527 1531 1533 rBv4 723 1135 1.85% 0.192%
40 11.294 1550 1554 1560 rVV7 1265 2990 4.87% 0.505%
41 11.380 1564 1568 1571 rVv4 1542 2489 4.05% 0.420%
42 11.410 1571 1573 1576 rVVv3 652 674 1.10% 0.114%
43 11.489 1579 1586 1592 rVWV 33679 53566 87.20% 9.039%
44 11.685 1616 1618 1621 rVB3 1680 1252 2.04% 0.211%
45 11.733 1621 1626 1629 rBvV7 1496 2463 4.01% 0.416%
46 11.843 1640 1644 1647 rBV4 843 1321 2.15% 0.223%
47 11.922 1654 1657 1659 rBv4 684 727 1.18% 0.123%
48 11.989 1664 1668 1670 rBv4 1689 2570 4.18% 0.434%
49 12.124 1683 1690 1693 rBV6 3071 5362 8.73% 0.905%
50 12.203 1699 1703 1706 rBV6 1555 2021 3.29% 0.341%
51 12.239 1706 1709 1715 rVB5 3119 5143 8.37% 0.868%
52 12.319 1719 1722 1725 rBV5 1078 1561 2.54% 0.263%
53 12.416 1736 1738 1743 rVB6 2515 2845 4.63% 0.480%
54 12.483 1743 1749 1755 rVB2 24835 43070 70.11% 7.268%
55 12.556 1758 1761 1762 rBV3 691 927 1.51% 0.156%
56 12.642 1771 1775 1783 rBV5 5569 9936 16.17% 1.677%
57 12.715 1783 1787 1788 rBV4 1941 2242 3.65% ©.378%
58 12.806 1795 1802 1807 rBV6 4352 11442 18.63% 1.931%
59 12.861 1807 1811 1814 rVB6 2315 3686 6.00% 0.622%
60 12.947 1816 1825 1829 rBV1e 5820 14594 23.76% 2.463%
61 13.038 1835 1840 1847 rVB7 6050 10042 16.35% 1.695%
62 13.105 1850 1851 1853 rBV2 1241 1079 1.76% 0.182%
63 13.172 1860 1862 1865 rVB4 1380 1186 1.93% 0.200%
64 13.257 1874 1876 1878 rVB3 2139 1592  2.59% 0.269%
65 13.318 1878 1886 1890 rBVS8 5222 13241 21.55% 2.234%
66 13.428 1897 1904 1911 rVB2 27254 49227 80.14% 8.307%
67 13.568 1922 1927 1931 rBV6 5502 9388 15.28% 1.584%
68 13.745 1951 1956 1962 rBV9 8411 19074 31.05% 3.219%
69 13.843 1969 1972 1975 rBVS5S 2076 3381 5.50% 0.571%
70 13.971 1991 1993 1998 rVB6 2894 3097 5.04% 0.523%
71 14.020 1998 2001 2005 rVB6 2513 3483 5.67% ©.588%
72 14.080 2007 2011 2015 rBV6 2480 4327 7.04% 0.730%
73 14.251 2035 2039 2047 rBV8 5281 10842 17.65% 1.830%
74 14.422 2063 2067 2071 rBV7 4522 7908 12.87% 1.334%
75 14.550 2085 2088 2091 rBV5 1165 1680 2.73% 0.283%
76 14.580 2091 2093 2094 rVv2 1580 1357 2.21% 0.229%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y031722S.M
Title : SW846 8260
77 14.623 2098 2100 2102 rVV3 1528 1430 2.33% 0.241%
78 14.647 2102 2104 2105 rvv2 1508 1380 2.25% ©.233%
79 14.684 2106 2110 2112 rVV5 5458 6932 11.28% 1.170%
80 14.733 2115 2118 2126 rVB8 6256 11799 19.21% 1.991%
81 14.800 2126 2129 2130 rBV3 2204 17066 2.78% ©0.288%
82 14.916 2146 2148 2149 rVB2 1216 840 1.37% 0.142%
83 14.946 2151 2153 2156 rVB4 2191 2525 4.11% 0.426%
84 15.056 2164 2171 2173 rBVS8 3210 5768 9.39% ©.973%
85 15.117 2179 2181 2185 rVBS 3235 4202 6.84% ©.709%
86 15.190 2191 2193 2194 rBV2 1411 888 1.45% 0.150%
87 15.221 2194 2198 2200 rBV5 2836 4739 7.71% ©.800%
88 15.361 2217 2221 2222 rBvV4 924 1156 1.88% ©.195%
89 15.489 2240 2242 2243 rBV2 1168 717 1.17% 0.121%
990 15.605 2257 2261 2268 rBV9 4133 8231 13.40% 1.389%
91 15.690 2272 2275 2278 rBVS5 2129 3077 5.01% ©.519%
92 15.806 2293 2294 2297 rVB3 1245 903 1.47% 0.152%
93 15.897 2307 2309 2313 rVB5 1128 1008 1.64% 0.170%
94 15.964 2318 2320 2322 rBV2 836 677 1.10% 0.114%
95 16.025 2326 2330 2333 rBV6 1462 1935 3.15% ©0.327%
96 16.367 2384 2386 2387 rBV2 1309 1030 1.68% ©.174%
97 16.403 2390 2392 2394 rBV3 758 688 1.12% 0.116%
98 16.434 2396 2397 2399 rVB2 1297 657 1.07% 0.111%
99 16.604 2423 2425 2428 rBV4 949 1225 1.99% 0.207%
100 16.665 2433 2435 2436 rBv2 798 645 1.05% 0.109%
Sum of corrected areas: 592599

82Y031722S.M Wed Mar 23 16:09:07 2022 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.M
Quant Title : SW846 8260

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

Abundance TIC: VY008003.D\data.ms
35000

30000
25000
20000
15000

10000

5000

3.57 3.668 3.930 4.88D72 5.997  688p2
Y [ asd'
0 L ‘ TT 1T ‘ L ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ L ‘ TTTT ‘ L ‘ TTTT ‘ L ‘ TTTT ‘ L ‘ TT 1T ‘ L ‘ TT 1T ‘ L ‘ TT 1T ‘ L ‘ TT 1T ‘ TT 1T ‘

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: VY008003.D\data.ms
35000 10.179 11.489

30000
20000

15000

10000

5000

: 9.167 9472 9.9843 10.368 q .
| Ec—— ————— = L e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY008003.D\data.ms
35000
13.428
30000
12.483
25000
20000
o 13.745 14.251
10000 %938 13, 3113 568 || o %% 14.422 1443833
12. 6@ 806 i ‘ hamo ,: o Bk 21 15.605
12,32433P 416 i [ il § ’97"&"! % 4895005 @005 A
5000 .q :'3 A" 3 5‘ . F‘ W l‘ ‘ ‘ Al I ‘A 3 ;J;g.;vq.;‘q-
8430% y 2 ey =B
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 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\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.642 10.09 ug/l 9936 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 53
2 Acetic acid, trifluoro-, nonyl e... 240 C11H19F302 030767-14-7 43
3 1-Octanesulfonyl chloride 212 C8H17C102S 007795-95-1 35
4 Cyclopropane, 1,1-dimethyl-2-nonyl- 196 C14H28 041977-38-2 35
5 Cyclobutane, 1-butyl-2-ethyl- 140 C10H20 1010150-67-3 35
Abundance Scan 1775 (12.642 min): VY008003.D\data.ms (-1771) (- m/z 69.00 100.00%
69.0
125.2
5000 9.1 207.3
41.1 ’
T —
m M ‘ 177.1 12.50 13.00
o AL m/z 70.10 80.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0 %I% M%
5000 Amn T ‘NM !\\'m T T T T
125.0 12.50 13.00
m/z 56.10 72.06%
97.0
0 m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #122877: Acetic acid, trifluoro-, nonyl ester
iy
AR
12.50 13.00
97.0 o
5000 m/z 55.00 51.31%
29.0
0 S U
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90432: 1-Octanesulfonyl chloride —— —
(¢
43.0 69.0 12.50 13.00
m/z 125.20  48.27%
5000
111.0
01150 oy 1350799 1950 A d\ MM ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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 (1R,2R)-(-)-1,2-Diaminocycl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.806 11.62 ug/l 11442 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2R)-(-)-1,2-Diaminocyclohexane 114 C6H14N2 020439-47-8 50
2 Bicyclo[2.2.1]heptane-2-carboxyl... 210 C11H1404 111509-63-8 38
3 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 37
4 6-Bromo-2,2-dimethylcyclohexanone 204 C8H13BroO 021690-26-6 32
5 Cyclohexane, 1-methyl-4-(1-methy... 168 C12H24 054411-00-6 32
Abundance Scan 1802 (12.806 min): VY008003.D\data.ms (-1795) (- m/z 97.20 100.00%
55.0 97.2
5000 m
a1
1451
(I T O Y S
bt A e e m/z 55.05 89.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8369: (1R,2R)-(-)-1,2-Diaminocyclohexane
56.0
97.0
5000 — —
30.0 12.50 13.00
m/z 69.05 46.22%
O' \“i“l‘\\“\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86967: Bicyclo[2.2.1]heptane-2-carboxylic acid, 6-0x0-5-
41.0 97.0
P P
67.0 12.50 13.00
5000 m/z 38.90 42.07%
154.0
MR 0 W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #196828: Oxalic acid, cyclohexylmethyl octyl ester e ——
97.0 12.50 13.00
55.0 m/z 41.10  40.89%
5000
29.0H ‘ 157.0
I ‘““‘1m“‘“:‘1,25;9,“‘m,w_m_m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.947 14.82 ug/1l 14594  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 50
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 49
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 47
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 47
5 1,4-Dimethylazulene 156 C12H12 001127-69-1 47

Abundance Scan 1825 (12.947 min): VY008003.D\data.ms (-1816) (- m/z 141.05 100.00%

141.1
5000 69.0 111.1 M

DLl 1L
‘H“H‘W‘Uw“wwﬂﬂw H“‘M““M“H“H“_“‘ n/z 156.20  64.17%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33142: Naphthalene, 2,3-dimethyl-
156.0

| =—

o

5000
510 760 1150 1300
m/z 155.20 57.82%
Of{w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
13 00
76.0 115.0
51.0 ‘
PN o WO PSS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0 13.00

m/z 111.10  41.53%

e MMM

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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 5 Decane, 4-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.038 10.20 ug/l 10042  1,4-Dichlorobenzene-d4  13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 ciir2a 002847-72-5 50

2 Isobutyl octyl carbonate
3 Octane, 1,1'-oxybis-
4 2-Ethylhexyl mercaptoacetate

5 4-Methyl-3-heptanol, pentafluoro...

230 C13H2603
242 C16H340
204 C1eH2002S
276 C11H17F502

Abundance Scan 1840 (13.038 min): VY008003.D\data.ms (-1835) (-

1010372-74-6 50
000629-82-3 50
007659-86-1 47
1000365-51-7 43

m/z 43.05 100.00%

43.0 71.1
5000
112.0 — |
|
0 Ml e m/z 71.10 92.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33089: Decane, 4-methyl-
43.0
71.0
5000 MmA\A M\ﬂ T T T A‘LMN\‘/\A
13.00
112.0 m/z 41.10 67.67%
b ] aseo
O\\\\‘\‘\\\i}\\‘\“\\}\“\\\\‘\\\\‘\\\\‘\\\i‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #111465: Isobutyl octyl carbonate
57.0
RN \
13.00
5000 ITI/Z 57.10 51.66%
29.0“ ‘ H 830 1120
P 0 AV i T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 mf\
Abundance #126389: Octane, 1,1'-oxybis- ; — ‘
57.0 13.00
m/z 55.10 40.71%
5000 29.0
84.0
‘ ‘ 112.0
oo bbb ] asso e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00

82Y031722S.M Wed Mar

23 16:09:13 2022

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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 6 Cyclohexane, (1-methylpropyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.318 13.45 ug/1l 13241 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylpropyl)- 140 C1oH20 007058-01-7 58
2 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 43
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 25
4 1H-Imidazole, 2-propyl- 110 C6H1ON2 050995-95-4 25
5 Aziridine, 1-(1-propenyl)-, (E)- 83 C5HON 080839-91-4 22

Abundance Scan 1886 (13.318 min): VY008003.D\data.ms (-1878) (- m/z 82.00 100.00%

41.1] 82.0
5000
WM\ o
h mlz% 13.00 13.50
0Lt ‘j“ T T T m/z 55.00 95.77%
m/z--> 50 100 150 200 250 300 350
Abundance #20735: Cyclohexane, (1-methylpropyl)-
53.0
5000 — ——
13.00 13.50
111.0 m/z 83.00 90.89%
Ol\q! T
m/z--> 100 150 200 250 300 350
Abundance #259995:Cydohexane,nonadecyL
83.0
— —
13.00 13.50
5000 ITI/Z 41.10 86.83%
43.0
oLl mosse oo sl
m/z--> 50 100 150 200 250 300 350
Abundance #3653: 3-Penten-2-one, 4-methyl- — —
83.0 13.00 13.50
m/z 56.00 38.05%
50001 434
0" A B B AL SAA A o o — —=
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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 7 unknownl13.568 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.568 9.54 ug/l 9388 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 38
2 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 38
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 38
4 3-Penten-2-one 84 C5H80 000625-33-2 35
5 Cyclohexane, 1,2-diethyl-1-methyl- 154 C11H22 061141-79-5 30

Abundance Scan 1927 (13.568 min): VY008003.D\data.ms (-1922) (- m/z 69.05 100.00%

69.0
41.0
5000
141.2
95.7 T 1
\M | LM L ‘H H‘ e =
O+ e - e m/z 41.05 76.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1701: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
5000 —— |
13.50
m/z 83.00 68.92%
o) | )
O\\“\‘\‘\}\““\\HH\‘\“\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1665: 1-Pentene, 3-methyl-
55.0
T \
13.50
5000 m/z 55.05 65.92%
270 84.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1699: 2-Pentene, 3-methyl-, (2)- —— ‘
41.0 13.50
69.0 m/z 57.00 57.51%
o e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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 8 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.745 19.37 ug/1 190674 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 53
2 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 50
3 2-Butenal, 2-ethenyl- 96 C6H80 020521-42-0 45
4 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001124-25-0 42
5 Cyclohexane, 1-methyl-3-(1-methy... 138 C1@H18 024399-15-3 30

Abundance Scan 1956 (13.745 min): VY008003.D\data.ms (-1951) (-  m/z 55.00 100.00%
55.0

95.0
138.0
5000
—r —
‘H | 1770 5971 13.50 14.00
0’ ‘“HWH‘wW_MW_MH m/z 41.80 96.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20114: 9-Borabicyclo[3.3.1]nonane, 9-hydroxy-
138.0
55.0
5000 97.0 T T
29.0 13.50 14.00
m/z 95.00 83.87%
O' 6-i\‘\“\“\!“\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19477: 2,6-Dimethylbicyclo[3.2.1]octane
81.0
—r —
13.50 14.00
5000 55.0 ITI/Z 66.95 82.73%
109.0
‘ 138.0
b A d LT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3159: 2-Butenal, 2-ethenyl- —— T
41.0 67.0 13.50 14.00
m/z 69.10 73.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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 9 Cyclohexanone, 5-methyl-2-(... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.251 11.01 ug/l 10842 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 58
2 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C1@H18 061142-31-2 50
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 000529-00-0 47
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 46
5 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 30

Abundance Scan 2039 (14.251 min): VY008003.D\data.ms (-2035) (- m/z 81.05 100.00%

81.0
41.1
152.2
5000
209.2 N N
H || “ HM 8 128-T 176.9 | 14.00 14.50
o‘HWm‘_H“_1"M‘U‘M‘H“Hﬂ_‘m_H“_m,“m m/z 67.10  75.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29325: Cyclohexanone, 5-methyl-2-(1-methylethylidene]
81.0
41.0
5000 152.0 — —
109.0 14.00 14.50
m/z 41.10 73.46%
15.0 ‘
0 \\‘\M“\H\‘\\“\\\\“\\\‘\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19566: Cyclopentane, 1,3-dimethyl-2-(1-methylethenyl)-
81.0

— —
14.00 14.50

5000 ITI/Z 152.20 55.26%
55.0
27.0‘ M 123.0
0‘H“WL‘NHJW_W‘NH‘wu‘JH‘L‘H“H“H“_“W“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 M /\
Abundance #29294: Cyclohexanone, 5-methyl-2-(1-methylethenyl)- b ‘ﬂ‘ m :
81.0 14.00 14.50
m/z 83.10 46.54%
152.0
41.0
5000 109.0 WM\/\WM
NN 0 O D it
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82Y031722S.M Wed Mar 23 16:09:16 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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 10 unknownl4.733 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.733  11.98 ug/1 11799 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl undecyl carbonate 272 C16H3203 1000372-78-8 16
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 10
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 10
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 10
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 10
Abundance Scan 2118 (14.733 min): VY008003.D\data.ms (-2115) (- m/z 57.10 100.00%
57.1
119.1
5000
151.1 S L
T U B
oww}“mm\wm‘wwmm‘,W_W‘WHW,‘H m/z 43.05 75.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #163683: Isobutyl undecyl carbonate
57.0
5000 —r— ——
14.50 15.00
970 m/z 119.10 52.91%
15 .0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
NI ‘M
14.50 15.00
m/z 71.0 49.91%
5000 85.0
okl b A2 1RO ar0
m/z--> 20 40 60 80 100120140160180200220240260280 ﬂ
Abundance #59080: Decane, 2,3,6-trimethyl- | ﬂ -
43.0 1450 1500
m/z . 39.68%
5000 85.0
‘ 141.0
0“wﬂ‘w‘Hh‘mwdu‘wu‘wu‘wu‘wH‘M‘HM‘H_‘H‘HH‘HH,H
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032222\
Data File : VY008003.D

Acqg On : 22 Mar 2022 16:18
Operator : SY/MD

Sample : N2030-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y031722S.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|
Cyclohexane, 1,... 12.642 10.1 ug/1 9936 4 13.428 49227 50.0
(1R, 2R)-(-)-1,2... 12.806 11.6 ug/1 11442 4 13.428 49227 50.0
Naphthalene, 2,... 12.947 14.8 ug/1 14594 4 13.428 49227 50.0
Decane, 4-methyl- 13.038 10.2 ug/l 10042 4 13.428 49227 50.0
Cyclohexane, (1... 13.318 13.4 ug/1 13241 4 13.428 49227 50.0
unknown13.568 13.568 9.5 wug/l 9388 4 13.428 49227 50.0
9-Borabicyclo[3... 13.745 19.4 ug/1 19074 4 13.428 49227 50.0
Cyclohexanone, ... 14.251 11.0 ug/l 10842 4 13.428 49227 50.0
unknown14.733 14.733 12.0 ug/1 11799 4 13.428 49227 50.0
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