LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY013050.D

Acqg On : 22 Mar 2023 15:31
Operator : KP/MD

Sample : 02028-01

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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\82Y030223S.M

Title : SW846 8260

Signal : TIC: VY@13050.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.912 176 179 181 rVB 433 449 1.21% 0.155%
2 3.131 212 215 218 rBV2 280 458 1.23% 0.158%
3 3.948 341 349 354 rBV3 317 878 2.37% 0.303%
4 4,180 384 387 390 rBvV3 326 469 1.26% 0.162%
5 4.704 468 473 484 rBV2 1088 2772 7.47% 0.958%
6 6.972 833 845 852 rBV2 3015 8919 24.05% 3.082%
7 7.716 958 967 972 rBV3 6894 16156 43.56% 5.582%
8 7.783 972 978 988 rVB3 9637 21477 57.91% 7.420%
9 8.136 1027 1036 1049 rVB3 8412 18964 51.13% 6.552%
10 8.685 1120 1126 1134 rVB 14685 27726 74.76% 9.579%
11 10.179 1363 1371 1379 rBV 21067 37088 100.00% 12.814%
12 10.575 1428 1436 1443 rBV2 1097 1810 4.88% 0.625%
13 10.947 1493 1497 1503 rBv4 478 808 2.18% 0.279%
14 11.313 1553 1557 1562 rBV2 678 958 2.58% 0.331%
15 11.490 1579 1586 1593 rVWV 20538 33610 90.62% 11.612%
16 11.697 1616 1620 1624 rBV2 410 701 1.89% 0.242%
17 12.477 1742 1748 1756 rBV2 15743 25935 69.93% 8.961%
18 12.727 1786 1789 1794 rBV2 688 1034 2.79% 0.357%
19 12.800 1798 1801 1806 rVB4 2196 3254 8.77% 1.124%
20 12.922 1820 1821 1822 rW 812 555 1.50% 0.192%
21 12.941 1822 1824 1825 rVWV 1056 1028 2.77% ©.355%
22 12.965 1825 1828 1835 rVV5 1286 2560 6.90% 0.884%
23 13.044 1835 1841 1843 rVV3 821 1155 3.11% 0.399%
24 13.117 1847 1853 1858 rVW4 1316 2229 6.01% 0.770%
25 13.178 1858 1863 1866 rVB4 376 498 1.34% 0.172%
26 13.319 1882 1886 1891 rVB3 591 893 2.41% 0.309%
27 13.367 1891 1894 1896 rBV2 389 538 1.45% 0.186%
28 13.422 1896 1903 1912 rVB 19989 31197 84.12% 10.779%
29 13.550 1918 1924 1925 rBV3 584 806 2.17% 0.278%
30 13.568 1925 1927 1930 rvv3 618 677 1.83% 0.234%
31 13.629 1932 1937 1940 rVvVv4 831 1450 3.91% 0.501%
32 13.660 1940 1942 1947 rVB5 1305 1598 4.31% 0.552%
33 13.696 1947 1948 1951 rVB2 526 457 1.23% 0.158%
34 13.745 1951 1956 1963 rBV5 2574 4658 12.56% 1.609%
35 13.806 1963 1966 1968 rBV4 489 657 1.77% ©0.227%
36 13.885 1975 1979 1980 rBV3 384 470 1.27% 0.162%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY013050.D

Acqg On : 22 Mar 2023 15:31
Operator : KP/MD

Sample : 02028-01

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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\82Y030223S.M
Title : SW846 8260
37 13.910 1980 1983 1987 rVB3 839 964 2.60% 0.333%
38 13.959 1987 1991 1997 rVB5 1121 1823 4.92% 0.630%
39 14.081 2007 2011 2016 rBvV4 779 1294 3.49% 0.447%
49 14.227 2030 2035 2036 rBv2 414 695 1.87% 0.240%
41 14.251 2036 2039 2044 rVV4 991 1516 4.09% 0.524%
42 14.294 2044 2046 2048 rVV2 532 547 1.47% 0.189%
43 14.324 2048 2051 2057 rVB5 566 1164 3.14% 0.402%
44 14.373 2057 2059 2063 rVB 462 520 1.40% 0.180%
45 14.416 2063 2066 2070 rBV 492 714 1.93% 0.247%
46 14.513 2080 2082 2085 rvv3 370 448 1.21% 0.155%
47 14.568 2088 2091 2094 rVvVv3 528 785 2.12% 0.271%
48 14.605 2094 2097 2103 rVV4 1562 2431 6.55% 0.840%
49 14.666 2103 2107 2108 rVVv2 739 998 2.69% 0.345%
50 14.690 2108 2111 2113 rVv3 952 1560 4.21% 0.539%
51 14.721 2115 2116 2123 rVB4 1120 2034 5.48% 0.703%
52 14.830 2131 2134 2138 rBV5 1266 1537 4.14% 0.531%
53 15.044 2166 2169 2176 rVB3 619 1100 2.97% 0.380%
54 15.233 2191 2200 2205 rBVvV2 4367 8480 22.86% 2.930%
55 15.282 2205 2208 2209 rBV2 415 418 1.13% 0.144%
56 15.397 2223 2227 2229 rBvV2 407 630 1.70% 0.218%
57 15.727 2272 2281 2286 rBV6 790 2081 5.61% 0.719%
58 16.105 2341 2343 2346 rBV 315 372 1.00% 0.129%
59 16.287 2371 2373 2378 rVB2 599 745 2.01% 0.257%
60 16.391 2385 2390 2395 rVB2 200 429 1.16% 0.148%
61 16.495 2402 2407 2411 rVB3 431 780 2.10% 0.269%
62 16.550 2413 2416 2417 rBV2 408 479 1.29% 0.165%
Sum of corrected areas: 289436
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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_Y\Data\VY032223\

: VY013050.D

: 22 Mar 2023 15:31

: KP/MD

: 02028-01

: 5.03g/5.0mL/MSVOA_Y/SOIL
. 15

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

20000

15000
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0
Time-->

TIC: VY013050.D\data.ms

4.704
2.912 3 131 3.948 4.180
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20000
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TIC: VY013050.D\data.ms

10.079 11.490
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Time-->
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TIC: VY013050.D\data.ms

12.477

12.800
12.7

Time-->
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@32223\
Data File : VY@13050.D

Acqg On : 22 Mar 2023 15:31

Operator : KP/MD

Sample : 02028-01

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.M
: SW846 8260

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 Octane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.800 5.22 ug/1 3254 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 59
2 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 53
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 50
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 47

Abundance Scan 1801 (12.800 min): VY013050.D\data.ms (-1798) (- m/z 43.10 100.00%
43.1
5000 71.0
105.0 f\ m
159.0 1M R
“ ‘ H H 12.50 13.00
ottt m/z 55.00 56.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8621: Octane
43.0
5000 L — \“\ T T nm
85.0 12.50 13.00
m/z 71.00 49.17%
O
0\‘\\\\‘}\\‘\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #108991: Carbonic acid, decyl vinyl ester
43.0
— —
12.50 13.00
5000 71.0 m/z 41.05 48.61%
97.0
I H [ 1490 185.0
O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0 12.50 13.00
m/z 57.10 48.33%
5000
71.0
Ot Ll | 990 1280 M‘ ﬂﬂ
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY013050.D

Acqg On : 22 Mar 2023 15:31
Operator : KP/MD

Sample : 02028-01

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 unknownl13.745 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.745 7.47 ug/1 4658 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 32
2 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 28
3 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 28
4 1-Pentanol, 4-methyl-2-methylene- 114 C7H140 121505-31-5 25
5 Decane 142 C1OH22 000124-18-5 25
Abundance Scan 1956 (13.745 min): VY013050.D\data.ms (-1951) (- m/z 57.20 100.00%
57.2
5000 N’k
39 85.0 A ﬂ
I 11 flrg
‘ | H 104.9 13.50 14.00
0 ““‘,““‘““‘““‘J“““““““““ m/z 43.00 82.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
5000 ﬂM ‘ Mﬂﬂ A
290 13.50 14.00
85.0 m/Z 41.10 70.64%
O ‘ \‘! T \"M T \“‘ T {H\ T “M\‘\ \%?3\-\0\ \]‘-2\6\-\0\ ‘ L ‘?—\7‘]\_.\0’
miz--> 20 40 60 80 100 120 140 160
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
Al AN
i e
13.50 14.00
m/z 71.20 46.33%
5000 71.0
97.0
0 ‘2\6HL)\\“’M\\ ‘mHm“H\\H“‘\\\\]"2\‘6\'9\‘””‘””
m/iz--> 20 40 60 80 100 120 140 160 n
Abundance #127948: Oxalic acid, isohexyl pentyl ester —— ——
43.0 13.50 14.00
m/z 55.20 36.24%
5000
85.0
0l-280 Ll U ‘6‘7‘&’ b 1230 1610 i
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY013050.D

Acqg On : 22 Mar 2023 15:31
Operator : KP/MD

Sample : 02028-01

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.233  13.59 ug/1 8480 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 91
2 Azulene 128 C10H8 000275-51-4 90
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 86
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 64
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 50
Abundance Scan 2200 (15.233 min): VY013050.D\data.ms (-2191) (- m/z 128.00 100.00%
128.0
5000
A T ‘ T T ‘ T
64.0 102.1 15.00 15.50
40'0\‘ \‘ Iy ‘ ‘H 207.2 9
o+ttt m/z 126.90  17.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13685: Naphthalene
128.0
5000 r\‘ \‘ T 7
15.00 15.50
m/z 129.00  15.52%
64.0
102.0
O ‘\\\3\9‘.(\)\“\\“!\\w“\\\\“‘\\\\’\“\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene
———
15.00 15.50
5000 m/z 102.10 11.28%
102.0
o280 510 770 T |
e A B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13688: 1H-Indene, 1-methylene- T —
128.0 15.00 15.50
m/z 64.00 11.23%
5000
51.0
AT
. e L L s e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032223\
Data File : VY013050.D

Acqg On : 22 Mar 2023 15:31
Operator : KP/MD

Sample : 02028-01

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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|
Octane 12.800 5.2 ug/l 3254 4 13.422 31197 50.0
unknown13.745 13.745 7.5 ug/l 4658 4 13.422 31197 50.0
Azulene 15.233 13.6 ug/l 8480 4 13.422 31197 50.0
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