LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@42522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

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 D\Method\82D032922S.M

Title : SW846 8260

Signal : TIC: VDO72708.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.426 418 426 429 rBV4 5014 10654 1.75% 0.192%
2 4.950 508 515 516 rBv3 13787 22443 3.68% 0.404%
3 4.968 516 518 524 rVB4 11856 20638 3.39% 0.372%
4 5.173 545 553 554 rBV3 7028 12680 2.08% 0.228%
5 5.191 554 556 565 rvB3 8424 12728 2.09% 0.229%
6 5.485 597 606 608 rBV3 4969 11040 1.81% 0.199%
7 5.985 683 691 692 rBvV3 6636 12078 1.98% 0.218%
8 7.009 858 865 866 rBv3 6333 8610 1.41% 0.155%
9 7.026 866 868 875 rvB3 8152 13812 2.27% 0.249%
106 7.185 884 895 903 rBV 21304 57782 9.48% 1.041%
11  7.909 1009 1018 1023 rBV3 74982 188685 30.95%  3.399%
12 7.973 1023 1029 1039 rVV 146504 345280 56.63% 6.220%
13 8.067 1041 1045 1057 rVBS8 7321 16952 2.78% 0.305%
14 8.179 1057 1064 1071 rBV6 12917 29663 4.87% 0.534%
15 8.326 1079 1089 1097 rVB2 75622 176482 28.95% 3.179%
16 8.456 1104 1111 1119 rBV7 8393 20072 3.29% 0.362%
17 8.532 1119 1124 1128 rVV4 5714 12427 2.04% 0.224%
18 8.597 1130 1135 1143 rVB6 8642 19770 3.24% 0.356%
19 8.856 1172 1179 1190 rBV2 195736 406323 66.65% 7.320%
20 9.344 1249 1262 1269 rBv4 40293 104946 17.21% 1.891%
21  9.532 1286 1294 1298 rBV5 8765 19200 3.15% 0.346%
22 9.626 1303 1310 1317 rVB3 7070 17579 2.88% 0.317%
23 9.761 1328 1333 1344 rVB5 10000 22498 3.69% 0.405%
24  9.861 1347 1350 1353 rBV5S 5156 8911 1.46% 0.161%
25 9.914 1355 1359 1363 rBV6 4783 8243 1.35% 0.148%
26 9.967 1363 1368 1372 rBV5 11984 21109 3.46% ©0.380%
27 10.108 1383 1392 1396 rBV5 11020 27470  4.51%  0.495%
28 10.208 1405 1409 1410 rBV3 8613 10083 1.65% ©0.182%
29 10.332 1422 1430 1445 rBV 318723 609673 100.00% 10.983%
30 10.455 1445 1451 1452 rBV3 5788 7347 1.21% 0.132%
31 10.503 1454 1459 1460 rBV4 10824 15319 2.51% 0.276%
32 10.626 1474 1480 1483 rBv4 5681 10783 1.77% 0.194%
33 10.673 1483 1488 1492 rVV4 17951 37431 6.14% 0.674%
34 10.720 1492 1496 1498 rVvv2 15902 26939 4.42% 0.485%
35 10.761 1498 1503 1510 rVvW7 17671 45844  7.52%  0.826%
36 10.855 1514 1519 1524 rVB7 7944 15370 2.52% 0.277%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@42522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

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 D\Method\82D032922S.M
Title : SW846 8260
37 10.944 1527 1534 1538 rBV7 13430 23146 3.80% 0.417%
38 11.073 1546 1556 1561 rBV2 39932 81100 13.30% 1.461%
39 11.185 1571 1575 1578 rVWVv3 21907 32855 5.39% 0.592%
40 11.232 1578 1583 1590 rVV4 37327 69690 11.43% 1.255%
41 11.291 1590 1593 1598 rvv5 8052 11678 1.92% 0.210%
42 11.344 1598 1602 1606 rVB4 13454 20067 3.29% 0.362%
43 11.397 1606 1611 1612 rBV5 4821 6831 1.12% 0.123%
44 11.444 1612 1619 1627 rVB7 27025 61741 10.13% 1.112%
45 11.520 1627 1632 1636 rBV3 11495 18834 3.09% 0.339%
46 11.638 1644 1652 1660 rBV 280135 506001 83.00% 9.115%
47 11.726 1664 1667 1668 rBvV2 7250 6341 1.04% 0.114%
48 11.773 1671 1675 1677 rVV4 6875 9184 1.51% 0.165%
49 11.814 1678 1682 1688 rVVv8 14136 27457 4.50% 0.495%
50 11.879 1688 1693 1697 rVV5 28703 51056 8.37% 0.920%
51 11.920 1697 1700 1706 rVB5 28168 48459  7.95% 0.873%
52 11.979 1706 1710 1716 rBvV7 9635 20576 3.37% 0.371%
53 12.044 1716 1721 1722 rBv4 5732 7959 1.31% 0.143%
54 12.067 1722 1725 1730 rVB5 10329 17270 2.83% 0.311%
55 12.138 1730 1737 1744 rBV7 50476 130681 21.43% 2.354%
56 12.255 1753 1757 1761 rVB4 31914 46748 7.67% 0.842%
57 12.349 1762 1773 1774 rBV5 51085 119066 19.53% 2.145%
58 12.467 1790 1793 1797 rBV6 8149 13359 2.19% 0.241%
59 12.620 1813 1819 1826 rVB 274710 448812 73.62% 8.085%
60 12.702 1826 1833 1838 rBV7 19340 48876 8.02% ©0.880%
61 12.785 1842 1847 1854 rVB6 46140 94602 15.52% 1.704%
62 12.861 1854 1860 1865 rBV8 19792 48916 8.02% 0.881%
63 12.938 1867 1873 1880 rVv4 109492 242208 39.73% 4.363%
64 12.997 1880 1883 1890 rVB9 28747 48747 8.00% ©0.878%
65 13.085 1894 1898 1903 rVB6 18138 25082 4.11% 0.452%
66 13.126 1903 1905 1909 rBV5 9896 15022 2.46% 0.271%
67 13.179 1909 1914 1924 rVB5 21344 63505 10.42% 1.144%
68 13.267 1925 1929 1931 rBV5S 5015 6391 1.05% 0.115%
69 13.296 1931 1934 1939 rBV7 11747 19678 3.23% 0.354%
70 13.355 1939 1944 1945 rBV5 15180 21438 3.52% 0.386%
71 13.455 1956 1961 1964 rVB6 16785 23227 3.81% 0.418%
72 13.561 1973 1979 1985 rVB 291421 459861 75.43% 8.284%
73 13.832 2020 2025 2027 rVB5 8212 10607 1.74% 0.191%
74 13.885 2029 2034 2038 rBV6 23260 40333  6.62% 0.727%
75 13.985 2046 2051 2055 rBVS8 9115 18173 2.98% 0.327%
76 14.085 2063 2068 2076 rVB6 21951 47944 7.86% 0.864%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@42522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

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 D\Method\82D032922S.M
Title : SW846 8260
77 14.214 2087 2090 2092 rVB3 7515 8928 1.46% 0.161%
78 14.273 2096 2100 2105 rBV7 6857 11056 1.81% ©.199%
79 14.338 2105 2111 2114 rBV6 8509 13327 2.19% ©.240%
80 14.391 2114 2120 2125 rBV1e 12057 30846 5.06% 0.556%
81 14.508 2136 2140 2141 rBV3 5477 6881 1.13% 0.124%
82 14.791 2186 2188 2189 rBV 8529 6652 1.09% ©0.120%
83 15.079 2234 2237 2240 rBV5 5877 10160 1.67% 0.183%
84 15.114 2241 2243 2245 rVV3 6996 6240 1.02% 0.112%
85 15.191 2251 2256 2258 rVVve6 4377 8665 1.42% 0.156%
86 15.343 2279 2282 2284 rBV3 6137 6312 1.04% 0.114%
87 15.461 2296 2302 2306 rVV7 8938 15335 2.52% 0.276%
88 16.332 2445 2450 2451 rVB4 5037 6239 1.02% 0.112%
Sum of corrected areas: 5551026
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042522\

: VDO72708.D

: 25 Apr 2022 15:20

: VA/SY

: N2554-01

: 5.00G/5.00m1/MSVOA_D/SOIL
: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000

0

Time-->

Abundance

300000

250000

200000

150000

100000

50000

TIC: VD072708.D\data.ms

A8 5 1eg 5.485

4.426 5.985

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 6.80

TIC: VD072708.D\data.ms

10.832

11.638

11013237

i,

0

Time-->

Abundance

300000

250000

200000

150000

100000

50000

T — ‘
9.00 9.50 10.00

TIC: VD072708.D\data.ms
12.620

A¥s08 14.791 155Em05 362161
V) Y AV A
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 Cyclopentanecarboxamide, N-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11232 6.8 ug/l 69690 Chlorobenzene-ds 11.638

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentanecarboxamide, N-(4-fl... 207 C12H14FNO
2 2-Aminopyrimidine-1-oxide 111 C4H5N30
3 Cycloheptyl ethyl methylphosphonate 206 C9H1903P
4 3-Isopropyl-5-methyl-hex-4-en-2-one 154 C10H180

5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18
Abundance Scan 1583 (11.232 min): VD072708.D\data.ms (-1578) (-
111.1
69.1
5000
41.0
| | | 2071
0 | mm@wu\n\ L |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83707: Cyclopentanecarboxamide, N-(4-fluorophenyl)-

111.0
5000 69.0
41.0 207.0
0 L | b Il il 138.0 1660 |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6827: 2-Aminopyrimidine-1-oxide
111.0
5000
68.0
0 | |
O Frr b e e e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #83318: Cycloheptyl ethyl methylphosphonate
111.0

5000

55.0 79.0 137.0 16‘3.0 206.0

1000307-02-4 53
035034-15-2 52
1000298-38-6 50
077142-85-9 50
003073-66-3 50

m/z 111.10 100.00%

A fk »

e =
11.00 11.50
m/z 69.10 66.43%

M

o T
11.00 11.50

m/z 41.05 30.35%

11.00 11.50
m/z 55.10 30.21%

11.00 11.50
m/z 70.05 20.70%

O R S e  RRRR AT
m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 unknownll.444 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.444 6.10 ug/l 61741  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanamine, N,N'-methanetetra... 126 C7H14N2 000693-13-0 43
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 38
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 38
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 38
5 4-[5-(Trifluoromethyl)-1,2,4-0xa... 221 C5H2F3N502 120493-19-8 27
Abundance Scan 1619 (11.444 min): VD072708.D\data.ms (-1612) (- m/z 111.30 100.00%
111.3 221.2
69.2
5000 /M
400 aJA T TWA
IR R o
— “‘ b WL s 221,20 96.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12877: 2-Propanamine, N,N'-methanetetraylbis-
69.0
5000 T
11.50
43.0 111.0 m/z 69.15 82.03%
0 ]\-\5‘\"0\‘\\\““\\\‘\‘\\‘\\"\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
690 1110
A
—
11.50
5000 41.0 m/z 73.10 79.93%
o0 ;
miz--> 20 40 60 80 100 120 140 160 180 200 220 }\ f\
Abundance #13261: Cyclohexane, 1,3,5-trimethyl- O L
69.0 111.0 11.50
m/z 55.05 76.09%
5000
41.0
XN S O AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 Sulfurous acid, cyclohexylm... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.138 12.91 ug/1 130681 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 50
2 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 49
3 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 43
4 3-Heptene, 3-ethyl- 126 C9H18 074764-46-8 43
5 4-Ethyl-2-hydroxycyclopent-2-en-... 126 C7H1002 028017-62-1 43

Abundance Scan 1737 (12.138 min): VD072708.D\data.ms (-1730) (- m/z 55.05 100.00%

55.0 97.1
5000
125-2 T ‘ T T ‘ T
“ | H 12.00 1250
Ol bt e m/z 97.10 89.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est
97.0
5000 55.0 P o,
12.00 12.50
m/z 57.10 44.74%
O TTT 29'0 T ‘ {M\M\ T “‘L‘\ \‘M“ T \‘\ \1’2\?\9‘ ‘]"5”5;0“ TT ‘ TTTT ‘ TT \2\‘2§I\C
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20781: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-
55.0
Lead o V] e
97.0 12.00 12.50
5000 ITI/Z 69.10 42.33%
29.0
LU ‘\ 1400
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13211: 3,5-Dimethyl-3-heptene T T
55.0 97.0 12.00 12.50
m/z 43.05 36.27%
5000
126.0
29.0‘ ‘
R 0 S N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 Cyclohexanone, 4-ethenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.350 11.77 ug/1 119066  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 4-ethenyl- 124 C8H120 001740-64-3 64
2 Cyclohexane, 1-propenyl- 124 COH16 005364-83-0 49
3 Cyclohexene, 4-propyl- 124 C9H16 013487-64-4 49
4 Cyclohexane, methylene- 96 C7H12 001192-37-6 38
5 2-Methylbicyclo[3.2.1]octane 124 C9H16 1010215-28-0 38

Abundance Scan 1773 (12.349 min): VD072708.D\data.ms (-1762) (- m/z 57.10 100.00%

41.0 57.1 81.1
5000 96.0
124.2 g =
N N
L i m/z 81.18  92.35%
miz--> 20 40 60 80 100 120 140
Abundance #12012: Cyclohexanone, 4-ethenyl-
=
8.0 81.0
124.0
5000 96.0 — ——
39.0 12.00 12.50
m/z 41.85 84.13%
O\ T ’ T \‘\ T M\ \H\ 1 ‘ \H\‘\ \‘MH\ \‘\“\“ \‘\‘\ \“ \‘\ L ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #12170: Cyclohexane, 1-propenyl-
41.0 67.0 82.0
— ——
12.00 12.50
5000 m/z 67.05 78.67%
124.0
R AL ml“‘ A 1““”““ A “‘ A
m/z--> 20 40 60 80 100 120 140
Abundance #12164: Cyclohexene, 4-propyl- A T
54.0 81.0 12.00 12.50
m/z 55.05 72.59%
5000
39/0 124.0
bl
obaso b Wbl W L T T
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.785 10.29 ug/l 94602 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 53
2 3-Decene 140 C10H20 019398-37-9 46
3 trans-4-Decene 140 C1eH20 019398-89-1 43
4 Cyclopropane, 1,2-dimethyl-3-pen... 140 C10H20 062238-10-2 43
5 trans-2-Methyl-3-octene 126 CSH18 ©052937-36-7 38

Abundance Scan 1847 (12.785 min): VD072708.D\data.ms (-1842) (- m/z 70.05 100.00%
70.0

5000 41.0 125.2
96.0 — ——
H\h gl 1780 25 —-
o B R R m/z 69.15  82.30%
20 40 60 80

3

°

m/z--> 100 120 140 160
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 T ——
125.0 12.50 13.00
m/z 55.10 70.41%
LI e
0 \‘\‘H\‘\\‘i‘ \\H’H\‘\\W“\\‘\\‘\‘\\\l\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #20635: 3-Decene
41.0
69.0 T L
12.50 13.00
5000 m/Z 56.10 57.96%
‘ 97.0 140.0
olzza Ml W L L
m/z--> 20 40 60 80 100 120 140 160
Abundance #20656: trans-4-Decene T ——
55.0 12.50 13.00
m/z 66.95 51.68%
5000
29.0
83.0 140.0
Ll ) e ™
T R e R R —r— —r—
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 Cyclohexane, 1-(cyclohexylm... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.861 5.32 ug/1 48916 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054824-04-3 50
2 m-Menthane, (1S,3S5)-(+)- 140 C10H20 013837-67-7 49
3 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 49
4 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 43
5 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 43
Abundance Scan 1860 (12.861 min): VD072708.D\data.ms (-1854) (- m/z 55.10 100.00%
55.1 97.2
5000
140.2 . 1200
‘H‘ L oo 2082 1250 13.00
(o} ,‘HNUH A e m/z 97.20  89.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69425: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, ci
55.0 97.0 Jk/\”
5000
12. 50 13 OO
m/z 111.30  48.54%
0

‘ 194.0
"m‘w‘H:,“l‘w”m 1240 1e60 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20708: m-Menthane, (1S,3S)-(+)- /\m M
55.0 ﬁ ?
T 1

97.0

12.50 13.00
5000 m/z 69.10 38.11%
29. 0‘ | ‘ 140.0
0"H‘ﬂuﬂwhH_‘HHHH,H‘ﬂH‘W‘HW‘H‘_H‘_‘H_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)- — ——
55.0 97.0 12.50 13.00
m/z 41.10 35.99%
5000
2000 4 h M0
N — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD042522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 unknown13.179 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.179 6.90 ug/1 63505 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-(2-methylpropyl)- 138 C10H18 004104-56-7 46
2 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 43
3 N-.alpha.-(tert-Butoxycarbonyl)-... 255 C11H17N304 017791-52-5 38
4 Cyclohexene,3-(1-methylpropyl)- 138 C10H18 015232-91-4 38
5 Cyclohexanol, 4-(1-methylethyl)- 142 C9H180 004621-04-9 35

Abundance Scan 1914 (13.179 min): VD072708.D\data.ms (-1909) (- m/z 81.10 100.00%

81.1
5000 431
—r —
| M ‘H 13‘7-9 207.2 13.00 13.50
0 L b m/z 57.10 57.55%
m/z--> 20 40 60 80 100120 140 160 180 200220 240
Abundance #19476: Cyclohexene, 3-(2-methylpropyl)-
81.0
5000 410 T T T T T T
13.00 13.50
m/z 71.10 44.,50%
‘ ‘ ‘ 138.0
0\H\‘\L‘\\i“\\whl“\h!H\\“1‘\\‘\“%“\0\9\.\0“\\\\“\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 20 40 60 80 100120 140160 180200220240
Abundance #12160: Cyclohexene,3-propyl-
81.0
e —
13.00 13.50
5000 ITI/Z 43.10 40.97%
41.0
‘ 1240
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance  #141458: N-.alpha.-(tert-Butoxycarbonyl)-L-histidine P ——
81.0 13.00 13.50
m/z 81.90 40.88%
5000
41.0
11001380 4g1
oMM g 2100, 255 ey
m/z--> 20 40 60 80 100120140160 180 200220240 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@42522\
Data File : VD@72708.D

Acqg On : 25 Apr 2022 15:20
Operator : VA/SY

Sample : N2554-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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|
Cyclopentanecar... 11.232 6.9 ug/l 69690 3 11.638 506001 50.0
unknownl11.444 11.444 6.1 ug/l 61741 3 11.638 506001 50.0
Sulfurous acid,... 12.138 12.9 wug/l 130681 3 11.638 506001 50.0
Cyclohexanone, ... 12.350 11.8 ug/1 119066 3 11.638 506001 50.0
Cyclohexane, 1,... 12.785 10.3 ug/1 94602 4 13.561 459861 50.0
Cyclohexane, 1-... 12.861 5.3 ug/l 48916 4 13.561 459861 50.0
unknown13.179 13.179 6.9 ug/l 63505 4 13.561 459861 50.0
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