LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042423\
Data File : VY013421.D

Acqg On : 25 Apr 2023 02:17
Operator : KP/MD

Sample : 02427-02

Misc : 3.95g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 41  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\82Y042423S.M

Title : SW846 8260

Signal : TIC: VY@1l3421.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.863 3 7 14 rVB2 34358 51615 5.23% 0.693%
2 2.217 59 65 69 rBv 20605 38874 3.94% 0.522%
3  3.253 228 235 243 rVB4 5344 12510 1.27% 0.168%
4 3,954 339 350 360 rBV2 51537 170201 17.25%  2.286%
5 4.198 380 390 402 rBV 50497 138625 14.05% 1.862%
6 4.716 463 475 490 rBV2 18519 60982 6.18% 0.819%
7 6.990 837 848 866 rBv3d 21178 73151  7.41% 0.983%
8 7.716 956 967 973 rBvV 148165 355390 36.01% 4.774%
9 7.789 973 979 990 rVB 244649 550232 55.76% 7.391%
10 8.143 1028 1037 1050 rBV 156963 356342 36.11% 4.786%
11  8.545 1097 1103 1109 rBV6 4992 10064 1.02% 0.135%
12 8.691 1118 1127 1139 rBV 367183 733944 74.37% 9.858%
13 8.929 1158 1166 1173 rBv4 4893 11360 1.15% 0.153%
14  9.185 1195 1208 1214 rBVS8 4523 13766 1.39% 0.185%
15 10.179 1363 1371 1380 rBV 581563 986863 100.00% 13.256%
16 11.087 1514 1520 1525 rVB4 6294 10200 1.03% 0.137%
17 11.489 1578 1586 1595 rBV 540398 871301 88.29% 11.703%
18 11.685 1612 1618 1624 rBVS8 6404 17834 1.81% 0.240%
19 11.739 1624 1627 1639 rVB1o 8655 21798 2.21% 0.293%
20 11.995 1662 1669 1677 rBV1e 10536 35931 3.64% 0.483%
21 12.209 1694 1704 1705 rBV9 16621 36096 3.66% 0.485%
22 12.233 1705 1708 1713 rVB2 28404 41583 4.21% 0.559%
23 12.319 1713 1722 1727 rBV8 10687 29128 2.95% 0.391%
24 12.483 1741 1749 1755 rBV3 432008 743454 75.34%  9.986%
25 12.569 1755 1763 1767 rBV8 13532 34464 3.49% 0.463%
26 12.642 1768 1775 1781 rVB7 35090 86297 8.74% 1.159%
27 12.733 1781 1790 1796 rBV8 20215 65319 6.62% 0.877%
28 12.812 1796 1803 1804 rVV5 24345 50965 5.16% ©0.685%
29 12.831 1804 1806 1817 rVB6 30529 68329 6.92% 0.918%
30 12.953 1822 1826 1828 rVV5 9511 12228 1.24% 0.164%
31 13.068 1837 1845 1850 rBV2 40457 72803 7.38% 0.978%
32 13.129 1851 1855 1858 rVB4 7320 10277 1.04% 0.138%
33 13.172 1858 1862 1867 rBV3 20710 41789 4.23% 0.561%
34 13.282 1872 1880 1885 rBV2 70059 133532 13.53% 1.794%
35 13.422 1896 1903 1909 rBV 491923 784772 79.52% 10.541%

36 13.477 1909 1912 1919 rVB 55419 106746 10.82% 1.434%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042423\
Data File : VY013421.D

Acqg On : 25 Apr 2023 02:17
Operator : KP/MD

Sample : 02427-02

Misc : 3.95g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 41  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\82Y042423S.M
Title : SW846 8260
37 13.568 1923 1927 1930 rVB5 15800 22332 2.26% 0.300%
38 13.635 1931 1938 1943 rBvV4 29932 70373 7.13% 0.945%
39 13.745 1951 1956 1960 rBv4 25895 41900 4.25% 0.563%
40 13.965 1986 1992 2002 rVB 84295 171625 17.39% 2.305%
41 14.141 2017 2021 2027 rVB9 14810 31968 3.24% 0.429%
42 14.202 2027 2031 2035 rBvV7 8931 15007 1.52% 0.202%
43 14.251 2035 2039 2044 rBV7 22099 43330 4.39% 0.582%
44 14.391 2056 2062 2064 rBV6 13457 28399 2.88% 0.381%
45 14.416 2064 2066 2070 rVB4 19929 28020 2.84% 0.376%
46 14.733 2114 2118 2124 rVB9 18848 30348 3.08% 0.408%
47 14.843 2134 2136 2141 rBV6 9675 13855 1.40% 0.186%
48 14.940 2148 2152 2156 rVB7 11166 17184 1.74% 0.231%
49 15.001 2158 2162 2166 rBV7 8349 19063 1.93% 0.256%
50 15.117 2178 2181 2189 rVB9 13330 28783 2.92% 0.387%
51 15.598 2257 2260 2267 rVB7 16745 30339 3.07% 0.408%
52 16.013 2326 2328 2337 rVB9 7924 13604 1.38% 0.183%
Sum of corrected areas: 7444895
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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\VY042423\

: VYOe13421.D

: 25 Apr 2023 02:17

: KP/MD

. 02427-02

: 3.95g/5.0mL/MSVOA_Y/SOIL
: 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

0

TIC: VY013421.D\data.ms

863 3.954 4.198

2.217 3953 4.716

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

500000

400000

300000

200000

100000

TIC: VY013421.D\data.ms
10.079 11.489

8.691

7.789

7.7 8.143

8.545 8.929 9.185 11.087 lJLBHB

0
Time-->

T T T I
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11 50

Abundance

500000

400000

300000

200000

100000

O

Time-->

TIC: VY013421.D\data.ms

12.483

11 9951]22 W%W% 16.013

T ‘ T T ‘ T T ‘ T T ‘ T
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\VY042423\
Data File : VY@013421.D

Acqg On : 25 Apr 2023 02:17
Operator : KP/MD

Sample 1 02427-02

Misc : 3.95g/5.0mL/MSVOA_Y/SOIL

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 unknownl2.642 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.642 5.50 ug/1 86297 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18 054549-80-3 43
2 Cyclopentane, butyl- 126 C9H18 002040-95-1 42
3 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 25
4 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 22
5 2-Amino-4-hydroxy-6-methylpyrimi... 125 C5H7N30 003977-29-5 14
Abundance Scan 1775 (12.642 min): VY013421.D\data.ms (-1768) (- m/z 57.10 100.00%
1 125.1
- T M
1 —
H 1500 1912 12.50 13.00
Ol ‘MWnM‘ﬂLHq‘H‘M“M‘mI_“‘ m/z 125.10 96.72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #13281: Cyclopentane, 2-ethyl-1,1-dimethyl-
56.0
5000 M/\J\/\/\ NW
12.50 13.00
84.0 111.0 m/z 70.05 89.78%
0 \‘HH‘\\H‘HH‘\“‘,\‘1‘\\”“‘”‘\\‘\““H‘M‘\‘H\‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #13194: Cyclopentane, butyl-
41.0 69.0
—— —
12.50 13.00
5000 m/z 69.10 83.98%
97.0
126.0
AEETLIE I
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3803: Cyclopentane, 1,1-dimethyl- T —
56.0 12.50 13.00
m/z 56.10 83.58%
83.0
5000
27.0
olte 1l LN e
m/z--> 0 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\VY042423\
Data File : VY@013421.D

Acqg On : 25 Apr 2023 02:17
Operator : KP/MD

Sample 1 02427-02

Misc : 3.95g/5.0mL/MSVOA_Y/SOIL

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.282 8.51 ug/1 133532 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 59
2 Tetratetracontane 619 C44H90 007098-22-8 59
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 53
Abundance Scan 1880 (13.282 min): VY013421.D\data.ms (-1872) (- m/z 57.10 100.00%
57.1
20 /\ML/
— i
127.1 207.2 13.00 13.50
ol B2 e M/Z 71,05 61.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123961: Heptadecane
57.0
5000 RA —
13.00 13.50
m/z 43.10 50.31%
0 \‘\ hil‘2‘7‘.0 249'0
‘H\ ‘H\\1\\\!‘H\\’\H\‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
— —
13.00 13.50
5000 m/z 85.10 43.01%
0 /] 1 || £27:0197.0267.0337.0407.0 491.0562.0
et - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59088: Decane, 2,3,5-trimethyl- R —
57.0 13.00 13.50
m/z 41.10 42.19%
5000
141.0
o"J\\M‘J""J""‘,""""w""""‘_Ww_www — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042423\
Data File : VY@013421.D

Acqg On : 25 Apr 2023 02:17
Operator : KP/MD

Sample 1 02427-02

Misc : 3.95g/5.0mL/MSVOA_Y/SOIL

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Hexane, 2,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.477 6.80 ug/1l 106746 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 59
3 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 53
4 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 50
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 47
Abundance Scan 1912 (13.477 min): VY013421.D\data.ms (-1909) (- m/z 57.10 100.00%
57.1
e m
113.3 RN
‘ 85‘.1 ‘ 1371 2073 13.50
Ol el 282073, 6.1 43.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000 T
13.50
29.0 m/z 43.10 38.83%
O ‘ ‘\\“\\8‘3\‘\0\\‘\]-\]_F’\.‘O\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
——
13.50
5000 m/z 71.10 33.79%
20.0 85.0
ol Al ‘ | 1130 141.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59083: Decane, 2,5,6-trimethyl- —
57.0 13.50
m/z 41.10 29.29%
5000
‘ 84.0
o 90 a0 -
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\VY042423\
Data File : VY@013421.D

Acqg On : 25 Apr 2023 02:17
Operator : KP/MD

Sample 1 02427-02

Misc : 3.95g/5.0mL/MSVOA_Y/SOIL

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 11H-Dibenzo[b,e][1,4]diazep... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.965 10.93 ug/l 171625  1,4-Dichlorobenzene-d4  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 11H-Dibenzo[b,e][1,4]diazepin-11... 267 C16H17N30 013450-73-2 53
2 9-Acridinol, trimethylsilyl ether 267 C16H17NOSi 1000463-65-5 53
3 4-(Methylamino)phenol, N,0-bis(t... 267 C13H25N0Si2 1000471-13-0 50
4 Benzeneethanamine, N-methyl-.bet... 311 C15H29N02Si2  ©29522-18-7 42
5 2-[(Trimethylsilyl)oxy]-2-{4-[(t... 297 C14H27NO2Si2  1000473-27-9 38

Abundance Scan 1992 (13.965 min): VY013421.D\data.ms (-1986) (- m/z 73.10 100.00%
73.1
5000 267.0
14.00
119 1 193.0 :
ol AL MOT1842 T 2350, | /s 267.00  46.40%
miz--> 50 100 150 200 250
Abundance #156898: 11H-Dibenzol[b,e][1,4]diazepin-11-one, 5-(3-am
30.0 118.0
77.0 267.
1810 230 270
5000 L
14.00
m/z 268.00 13.39%
ol (e
miz--> 50 100 150 200 250
Abundance #156902: 9-Acridinol, trimethylsilyl ether
73.
0 267.0
A
14.00
5000 ITI/Z 269.00 11.18%
118.0 222.0 ‘
166.0 : ‘
PO S WO DU o PR W S
miz--> 50 100 150 200 250
Abundance #156509: 4-(Methylamino)phenol, N,O-bis(trimethylsilyl)- P
73.0 267.0 14.00
m/z 74.10 9.03%
5000
78.0
w0 "
N1 W PR 8 SN (PO L O
miz--> 50 100 150 200 250 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042423\
Data File : VY013421.D

Acqg On : 25 Apr 2023 02:17
Operator : KP/MD

Sample 1 02427-02

Misc : 3.95g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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|
unknownl12.642 12.642 5.5 ug/l 86297 4 13.422 784772 50.0
Heptadecane 13.282 8.5 ug/l 133532 4 13.422 784772 50.0
Hexane, 2,2,4-t... 13.477 6.8 ug/l 106746 4 13.422 784772 50.0
11H-Dibenzo[b,e... 13.965 10.9 ug/l 171625 4 13.422 784772 50.0
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