LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092321\
Data File : VY006123.D

Acqg On : 23 Sep 2021 14:47
Operator : SY/MD

Sample : VIBLK

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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\82Y091421S.M
Title : SW846 8260
Signal : TIC: VY@06123.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.534 108 117 122 rBV10 3803 11995 1.02% 0.174%
2 3.259 228 236 248 rVB3 5841 14658 1.24% 0.213%
3 4.728 465 477 497 rBV 22839 78881 6.69% 1.144%
4 4.930 501 510 526 rvB3 6355 22958 1.95% 0.333%
5 5.759 634 646 658 rBv4 5494 18350 1.56% 0.266%
6 6.990 837 848 860 rBV 28759 101749 8.62%  1.475%
7 7.728 959 969 974 rBV 105261 253639 21.50% 3.677%
8 7.795 974 980 991 rVB 198859 456019 38.65% 6.612%
9 8.142 1024 1037 1049 rBV2 151823 474836 40.25% 6.884%
10 8.697 1119 1128 1137 rBV 298289 593328 50.29% 8.602%

11 9.837 1313 1315 1323 rVB9 5456 11977 1.02% ©0.174%
12 10.185 1364 1372 1380 rBV 496433 866840 73.47% 12.568%
13 10.581 1430 1437 1444 rBV 116969 211445 17.92%  3.066%
14 10.953 1491 1498 1506 rBV 55926 105767 8.96% 1.533%
15 11.e44 1510 1513 1517 rVV5 9142 15267 1.29% ©0.221%

16 11.319 1553 1558 1566 rVB 95972 164578 13.95% 2.386%
17 11.496 1580 1587 1596 rVB 436311 728895 61.78% 10.568%
18 12.130 1687 1691 1694 rBV4 9755 14253 1.21% ©.207%
19 12.392 1718 1734 1735 rBv4 37810 121724 10.32%  1.765%
20 12.489 1743 1750 1768 rVB2 616800 1179830 100.00% 17.106%

21 12.648 1772 1776 1783 rVB3 15328 29371 2.49%  0.426%
22 12.812 1797 1803 1808 rBV8 12500 30171 2.56% 0.437%
23 12.953 1817 1826 1836 rVB4 38957 124980 10.59% 1.812%
24 13.044 1837 1841 1846 rBv4 16778 34800 2.95% ©.505%
25 13.184 1860 1864 1869 rVB 18352 30956 2.62% ©.449%
26 13.428 1898 1904 1918 rVB 484485 774607 65.65% 11.231%
27 13.568 1922 1927 1933 rBV5 11390 24367 2.07% ©.353%
28 13.641 1935 1939 1941 rBV4 8609 14036 1.19% ©.204%
29 13.751 1952 1957 1961 rBV5 19665 37718 3.20% 0.547%
30 13.965 1987 1992 1998 rBV3 46042 77647 6.58% 1.126%
31 14.019 1999 2001 2006 rVVé6 8847 12950 1.10% ©.188%
32 14.080 2008 2011 2017 rVB5 10493 17442 1.48% 0.253%
33 14.257 2034 2040 2046 rBV7 16168 38350 3.25% ©.556%
34 14.422 2063 2067 2071 rBV6 10683 17228 1.46% ©.250%
35 14.623 2096 2100 2104 rVVé6 6562 13807 1.17% ©.200%
36 14.684 2105 2110 2114 rVv4 18401 37247 3.16% ©.540%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092321\
Data File : VY006123.D

Acqg On : 23 Sep 2021 14:47
Operator : SY/MD

Sample : VIBLK

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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\82Y091421S.M

Title : SW846 8260

37 14.733 2114 2118 2126 rVB2 17814 33103 2.81% ©.480%

38 14.946 2149 2153 2157 rVB5 8397 12580 1.07% 0.182%

39 15.050 2167 2170 2175 rBV6 6776 11899 1.01% 0.173%

40 15.214 2194 2197 2204 rVB5 10990 17256 1.46% 0.250%

41 15.318 2211 2214 2222 rVB2 7356 13423 1.14% 0.195%

42 15.611 2257 2262 2267 rVB8 10503 18310 1.55% 0.265%

43 16.489 2400 2406 2412 rBV3 13863 28047 2.38% 0.407%
Sum of corrected areas: 6897284
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006123.D

Acqg On : 23 Sep 2021 14:47
Operator : SY/MD

Sample ¢ VIBLK

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

Abundance TIC: VY006123.D\data.ms
600000

500000
400000
300000
200000

100000

2,534 3.259 4728 4 930 5.759

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY006123.D\data.ms

600000

10.1
500000 0.185

11.496

400000

300000 8.697

200000 7.795

8.142

100000

0= —— — —T— —— —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VY006123.D\data.ms

600000

I T — —
10.00 10.50 11.00 11.50

500000 13.428

400000

300000

200000

100000 13.965

1400804254 423 4449883 4 98HE6.23818 15.611

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 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006123.D

Acqg On : 23 Sep 2021 14:47
Operator : SY/MD

Sample ¢ VIBLK

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl1@.953 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.953 7.26 ug/l 105767 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-ethylbenzoic acid, 1-(cyclopen... 246 C16H2202 1010293-32-2 38
2 Silane, diethoxydimethyl- 148 C6H1602Si 000078-62-6 38
3 4-Ethylbenzoic acid, allyl ester 190 C12H1402 1000293-31-7 35
4 1,2-Benzenediol, o-(4-ethylbenzo... 242 C15H1403 1000325-96-6 35
5 2-Methoxy-3-methylbenzamide, N,N... 193 C11H15NO2 1369798-01-5 32

Abundance Scan 1498 (10.953 min): VY006123.D\data.ms (-1491) (-  m/z 149.00 100.00%

149.0 ‘
5000
L=

45.0 770 114.9 “ 11.00
1

et b L 1882 28060 133, 00 79.81%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #130963: 4-Ethylbenzoic acid, 1-(cyclopentyl)ethyl ester
133.0
96.0 j\

o

5000 ‘
67.0 11 OO
m/z 75.00 15.08%
27.0 ‘ | ‘
O \\\‘\‘W‘H““\\“\H\"\“E‘HH“\\H\‘\“‘H\\‘\Hh\‘\\‘\\’\\H‘\\H‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26649: Silane, diethoxydimethyl-
133.0 A
11 OO
89.0
A2 Y A S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64601: 4-Ethylbenzoic acid, allyl ester A
133.0 11 OO

67.05 12.86%

5000
77.0
41.0 ‘ 190.0
‘\ H\\‘h N ‘ H‘ W H ‘ ‘

m/z--> 20 40 60 80 100120140160180200220240260280 11.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006123.D

Acqg On : 23 Sep 2021 14:47
Operator : SY/MD

Sample ¢ VIBLK

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 1,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.392 8.35 ug/l 121724  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1734 (12.392 min): VY006123.D\data.ms (-1718) (- m/z 156.10 100.00%
15p.1

5000 /\ j
m‘\ A
12.00 12.50
0" m/z 141.05 63.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 — ——
12.00 12.50
115.0 ITI/Z 155.05 34.20%
77.0
27\.0 ‘ 5]@.0 \h HH\ ) L ‘ \“‘ ‘ ‘ M
O\\\\‘\\\\‘\\\\‘\\‘\\‘\‘\\\‘\\\i‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 /
T —— ‘
12.00 12.50
5000 ITI/Z 115.00 16.12%
115.0
77.0
270 %0
0‘“w‘hH\‘Nup%mwuuu‘pu‘;ww‘w“ e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33158: Naphthalene, 1,3-dimethyl- — ——
156.0 12.00 12.50
m/z 128.00  15.54%
5000
115.0
27.0 51.0 76.0 ‘ ‘
0"ﬂ“hHM‘ﬂ‘ﬁw‘m‘m“p“H‘M‘WMHWM“H“H“H“ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92321\
Data File : VY006123.D

Acqg On : 23 Sep 2021 14:47
Operator : SY/MD

Sample ¢ VIBLK

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.953 8.07 ug/l 124980 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 96
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 1826 (12.953 min): VY006123.D\data.ms (-1817) (- m/z 141.05 100.00%

141.1
5000 Vk
115.1 e
43.1 69.2 ‘ 13.00
0o b Al ol o[BG3 1920 2242 1 yoe 10 g7, a0y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 \
5000 L
13.00
115.0 ITI/Z 155.10 27.41%
51.0 76.
O ‘2\7\\0\“\\“\\“H\\MU“\\\\‘\\\‘\‘\‘!‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0 /\
P
13.00
5000 ITI/Z 115.05 20.95%
510 77.0 115.0
Ob e b e el bl
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33141: Naphthalene, 1,3-dimethyl- e
141.0 13.00
m/z 153.15 15.53%
5000
115.0
76.0
51.0
B W W I L WA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@92321\
Data File : VY006123.D

Acqg On : 23 Sep 2021 14:47

Operator : SY/MD

Sample ¢ VIBLK

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.M
: SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Butanamide, 2,2,3,3,4,4,4-h... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.965 5.01 ug/1 77647  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanamide, 2,2,3,3,4,4,4-heptaf... 493 C18H26F7N0O3Si2 ©55471-01-7 64

2 Acridone, TMS derivative 267 C16H17NOSi 1000478-16-0 50
3 Plumbane, diethyldimethyl- 296 C6H16Pb 001762-27-2 46
4 4-(2-Acetylamino-1-(trimethylsil... 339 C16H29NO3Si2  1000373-43-5 45
5 Bamethan, 2TMS derivative 353 C18H35N02Si2 040629-66-1 45
Abundance Scan 1992 (13.965 min): VY006123.D\data.ms (-1987) (- m/z 73.10 100.00%
3.1
267.0
5000
P
2411931 14.00
0lprrrdrbobp prbet s e e M/Z 267.00 54.22%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336714: Butanamide, 2,2,3,3,4,4,4-heptafluoro-N-[2-[(tri
267.0
73.0
5000 1
14.00
m/z 268.00 14.23%
150.0
ok l | || 2pro0 331.0388.0  478.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 100 150 200 250 300 350 400 450
Abundance #156901: Acridone, TMS derivative
73.0
267.0 L
14.00
5000 119.10  13.84%
miz--> 0 50 100 150 200 250 300 350 400 450 J\
Abundance #194629: Plumbane, diethyldimethyl-
208.0 267.0 14 00
m/z 251.00 9.75%
5000
27.0 \ ’
]S — ‘H{‘HU“HHWH_m_m‘ A
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092321\
Data File : VY006123.D

Acqg On : 23 Sep 2021 14:47
Operator : SY/MD

Sample ¢ VIBLK

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091421S.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|
unknown10.953 10.953 7.3 ug/l 105767 3 11.496 728895 50.0
Naphthalene, 1,... 12.392 8.3 ug/l 121724 3 11.496 728895 50.0
Naphthalene, 2,... 12.953 8.1 ug/l 124980 4 13.428 774607 50.0
Butanamide, 2,2... 13.965 5.0 ug/l 77647 4 13.428 774607 50.0
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