LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112222\
Data File : VY011560.D

Acqg On : 22 Nov 2022 19:54
Operator : KP/MD

Sample : N5754-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 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\82Y111822S.M

Title : SW846 8260

Signal : TIC: VY@11560.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.138 50 52 55 rVB 667 644 1.03% 0.181%
2 2.253 65 71 75 rBv4 1625 3368 5.38% 0.946%
3 2.656 135 137 141 rVB2 630 831 1.33% 0.233%
4 3.021 192 197 198 rw4 747 1202 1.92% ©.338%
5 3.064 202 204 211 rvv2 840 1183 1.89% ©0.332%
6 3.942 342 348 358 rvVB4 1184 3299 5.27% 0.927%
7 4.186 382 388 389 rBV2 480 703 1.12% ©0.198%
8 4.716 465 475 493 rVB2 20010 62658 100.00% 17.604%
9 5.753 635 645 657 rVB5 5483 16906 26.98% 4.750%
106 6.978 835 846 861 rVW 17690 54788 87.44% 15.393%
11  7.728 962 969 973 rBV3 345 703 1.12% ©0.198%
12 8.100 1027 1030 1033 rBV2 666 979 1.56% 0.275%
13 8.691 1119 1127 1132 rVB3 1084 1734 2.77% 0.487%
14 10.185 1367 1372 1378 rBV2 1851 3434 5.48% 0.965%
15 10.581 1431 1437 1445 rBV2 9361 15752 25.14% 4.426%
16 10.947 1489 1497 1506 rBV 16166 27406 43.74% 7.700%
17 11.044 1509 1513 1517 rVB2 440 627 1.00% 0.176%
18 11.313 1553 1557 1564 rBV 2587 4633  7.39% 1.302%
19 11.489 1579 1586 1591 rBV3 3121 5437 8.68% 1.528%
20 12.337 1719 1725 1731 rW 12692 20202 32.24% 5.676%
21 12.489 1743 1750 1758 rVB 21050 34752 55.46% 9.764%
22 12.825 1798 1805 1812 rBV3 2849 4298 6.86% 1.208%
23 12.898 1812 1817 1820 rVV3 869 1381 2.20% 0.388%
24 13.184 1858 1864 1868 rBV2 1457 2217 3.54% 0.623%
25 13.428 1899 1904 1909 rVB3 5491 8417 13.43% 2.365%
26 13.788 1960 1963 1967 rVB4 621 843 1.35% 0.237%
27 13.904 1980 1982 1986 rVVv4 574 885 1.41% 0.249%
28 13.965 1986 1992 1997 rVV3 4788 7709 12.30% 2.166%
29 14.257 2038 2040 2044 rVB3 729 915 1.46% 0.257%
30 14.330 2050 2052 2056 rvB3 673 780 1.24% 0.219%
31 14.379 2056 2060 2064 rBV5 931 12506 1.99% 0.351%
32 14.586 2089 2094 2096 rBvV3 583 827 1.32% 0.232%
33 14.611 2096 2098 2105 rVB5 958 1420 2.27% 0.399%
34 14.666 2105 2107 2108 rBV 965 699 1.12% 0.196%
35 14.733 2113 2118 2125 rVB7 1357 2831 4.52% ©.795%
36 14.824 2129 2133 2135 rBV3 569 976 1.56% 0.274%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112222\
Data File : VY011560.D

Acqg On : 22 Nov 2022 19:54
Operator : KP/MD

Sample : N5754-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 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\82Y111822S.M
Title : SW846 8260
37 14.934 2149 2151 2154 rBV2 590 680 1.09% ©0.191%
38 15.019 2160 2165 2167 rBv4 1927 3132 5.00% ©.880%
39 15.050 2167 2170 2176 rVB5 3560 5335 8.51% 1.499%
40 15.153 2186 2187 2191 rVB3 966 678 1.08% 0.190%
41 15.214 2193 2197 2201 rBV6 1316 2845 4.54% 0.799%
42 15.324 2204 2215 2217 rBV6 2498 6570 10.49% 1.846%
43 15.361 2217 2221 2223 rBv4 1797 2024 3.23% 0.569%
44 15.385 2223 2225 2229 rVB5 1091 1215 1.94% 0.341%
45 15.434 2229 2233 2238 rVBS8 1448 2186 3.49% 0.614%
46 15.538 2242 2250 2255 rBV8 4121 8159 13.02% 2.292%
47 15.696 2270 2276 2279 rBV7 3093 5955 9.50% 1.673%
48 15.824 2293 2297 2299 rVvv3 913 1117 1.78% ©.314%
49 15.891 2304 2308 2310 rVB4 636 742 1.18% 0.208%
50 16.031 2325 2331 2337 rBV6 2484 4886 7.80% 1.373%
51 16.153 2348 2351 2353 rBV3 778 941 1.50% 0.264%
52 16.233 2359 2364 2369 rVB4 2145 3868 6.17% 1.087%
53 16.348 2380 2383 2385 rVB4 554 647 1.03% 0.182%
54 16.391 2385 2390 2393 rBv4 1161 2038 3.25% ©.573%
55 16.476 2402 2404 2407 rBvV3 763 911 1.45% 0.256%
56 16.537 2412 2414 2420 rVB4 1334 1922 3.07% 0.540%
57 16.623 2425 2428 2435 rVB6 1048 2311 3.69% 0.649%
58 16.732 2442 2446 2450 rBV5 674 1080 1.72% ©.303%
Sum of corrected areas: 355931
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112222\

: VY011560.D

: 22 Nov 2022 19:54

: KP/MD

: N5754-01

: 5.01g/5.0mL/MSVOA_Y/SOIL
. 25

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111822S.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112222\
Data File : VY011560.D

Acqg On : 22 Nov 2022 19:54
Operator : KP/MD

Sample : N5754-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111822S.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 n-Hexane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.753 1202.42 ug/1 16906 Pentafluorobenzene 7.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 80
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
3 3-Buten-1-o0l, 3-methyl- 86 C5H100 000763-32-6 25
4 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 9
5 1-Heptene 98 C7H14 000592-76-7 9

Abundance Scan 645 (5.753 min): VY011560.D\data.ms (-635) (-) m/z 57.10 100.00%

57.1
5000 /\
86.0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ ‘ 206.8 5.40 5.60 5.80 6.00
b e e m/z 41.10 90.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2039: n-Hexane
57.0
29.0
5000 L L L R B LA LR B
5.40 5.60 5.80 6.00
86.0 m/z 43.20 64.53%
O\\‘\‘\‘\\\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
“H‘W‘H“H‘w‘u‘_
5.40 5.60 5.80 6.00
5000 m/z 56.10 58.70%
29.0 86.0
Ol el e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2002: 3-Buten-1-ol, 3-methyl- A A RamaaRET
41.0 5.40 5.60 5.80 6.00
m/z 42.00 37.30%
68.0
5000
(o} R R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112222\
Data File : VY011560.D

Acqg On : 22 Nov 2022 19:54
Operator : KP/MD

Sample : N5754-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111822S.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 unknownl®.947 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.947 252.03 ug/l 27406  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methoxy-3-methylbenzamide, N,N... 193 C11H15NO2 1369798-01-5 32
2 1H-Benzotriazole, 5-methoxy- 149 C7H7N30 027799-91-3 25
3 4-(Methylthio)benzonitrile 149 C8H7NS 021382-98-9 25
4 2-tert-Butyl-6-methyl-phenol, ac... 206 C13H1802 125829-28-9 25
5 (1-t-Butylthiovinyloxy)trimethyl... 204 C9H200SSi 063584-47-4 23
Abundance Scan 1497 (10.947 min): VY011560.D\data.ms (-1489) (- m/z 149.05 100.00%
149.1
5000
75.0 Lalon
480 || 1149 || 207.2 11.00
O bt e el Al s m/z 133,000 75.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67844: 2-Methoxy-3-methylbenzamide, N,N-dimethyl-
149.0
5000 h ‘11\00‘
45.0 91.0 :
m/z 75.00 15.14%
0180 | 670 ‘ 11190 | 193.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
149.0
106.0 b A
11.00
5000 m/z 67.10 14 .69%
510 790
0l e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27283: 4-(Methylthio)benzonitrile o
149.0 11.00
m/z 150.00  11.94%
5000 116.0
45.0 90.0
o‘1‘5:?‘Hw_”kma;-mu‘uMmHw_!\u_Wu_m o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112222\
Data File : VY@11560.D

Acqg On : 22 Nov 2022 19:54

Operator : KP/MD

Sample : N5754-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111822S.M
: 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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.337 185.78 ug/1 20202  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 91
2 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 91
3 .alpha.-Pinene 136 C1OH16 000080-56-8 91
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 87
5 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 87

Abundance Scan 1725 (12.337 min): VY011560.D\data.ms (-1719) (- m/z 93.10 100.00%
93.1
5000
77.1
— —=
39"‘1 1 ‘ 12111564 12.00 12.50
([ ﬁﬁ_‘“m“\m M“wmw,””_ m/z 91.18  48.34%
miz--> 20 40 60 80 100 120 140
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 — —
12.00 12.50
77.0 m/z 92.10 40.55%
41.0 ‘ 121.01360
O \]-\5\.()’\‘\‘\\““\\?6\.?\“}\\“}‘\\ ‘\‘\“‘\\\"\\\1"\
miz--> 20 40 60 80 100 120 140
Abundance
93.0
— ——
12.00 12.50
5000 m/z 77.10 28.06%
77.0
41.0 1210 . o
0 26.0 56.0 '
T e
m/iz--> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene — —
93.0 12.00 12.50
m/z 79.10 25.40%
5000 390 270
15.0 55.0 121.0136.0
Y S WO RO Rt SN —
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_Y\Data\VY112222\
Data File : VY011560.D

Acqg On : 22 Nov 2022 19:54
Operator : KP/MD

Sample : N5754-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111822S.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 unknownl15.538 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.538 48.47 ug/1 8159 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl acrylate 240 C15H2802 002156-97-0 23
2 2,5-Dimethyl-5-hexen-3-0l 128 C8H160 067760-91-2 22
3 Cyclopropane, 1-butyl-2-(2-methy... 154 C11H22 041977-35-9 22
4 Tridecane, 7-methylene- 196 C14H28 019780-80-4 16
5 (S)-3,4-Dimethylpentanol 116 C7H160 1000143-83-9 14
Abundance Scan 2250 (15.538 min): VY011560.D\data.ms (-2242) (- m/z 56.00 100.00%
56.0
5000
131.2 %
9. 281 LA ‘
gL =
ol A L e w2 73,18 98.76%
miz--> 50 100 150 200 250
Abundance #123656: Dodecyl acrylate
55.0
5000 ! n‘nﬂn(}\ | NAAI‘\/
15.50
‘ “‘ 97.0 - m/z 55.00 74.38%
01\5-\0‘\ ‘\‘ “ T H!‘ \“‘h T ““ iM]-\ “7\. T ‘1\68\.0\ T 2‘1\1-.\0\ T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
56.0 W/\
A
15.50
5000 m/z 69.20 57.42%
15.0 95.0
ol I L
miz--> 50 100 150 200 250 W (WW #\N n }/
Abundance  #31478: Cyclopropane, 1-butyl-2-(2-methylpropyl)- AL . A
56.0 15.50
m/z 41.10 41.87%
5000
‘ 930 1540
ob— Aty —
m/z--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY112222\
Data File : VY011560.D

Acqg On : 22 Nov 2022 19:54
Operator : KP/MD

Sample : N5754-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y111822S.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|
n-Hexane 5.753 1202.4 ug/l 16906 1 7.801 703 50.0
unknown10.947 10.947 252.0 ug/l 27406 3 11.490 5437 50.0
(1R)-2,6,6-Trim... 12.337 185.8 ug/l 20202 3 11.490 5437 50.0
unknown15.538 15.538 48.5 ug/l 8159 4 13.428 8417 50.0
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