LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110719\
Data File : VY000577.D

Acq On : 07 Nov 2019 13:58

Operator : SY/MD

Sample : K5723-08

Misc : 7.27G/5ML/MSVOA_Y/SOIL

ALS Vial : 12 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 - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M

Title : SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.219 74 79 92 rBvV 90550 149992 10.54% 1.375%
2 4.724 477 490 504 rBvV2 21847 70384  4.94% 0.645%
3 5.755 645 659 672 rBv4 15392 50652 3.56% 0.464%
4 7.730 970 983 989 rBV2 189426 454507 31.93% 4.168%
5 7.803 989 995 1007 rVB 330082 738717 51.89% 6.774%

8.151 1043 1052 1064 rBvV 198348 438248 30.78% 4_.019%
8.699 1133 1142 1153 rBV 546430 1057158 74.26% 9.694%
1377 1385 1393 rBV 832664 1423622 100.00% 13.054%
11.491 1592 1600 1608 rBV 773139 1242769 87.30% 11.396%
12.479 1754 1762 1771 rBV 610736 940667 66.08% 8.626%

QOO ~NO®
=
o
=
(00]
=

11 13.302 1891 1897 1902 rBV2 167395 257678 18.10% 2.363%
12 13.424 1911 1917 1925 rBV 734479 1108035 77.83% 10.160%

13 13.528 1930 1934 1941 rVB2 27784 44242 3.11% 0.406%
14 13.961 2002 2005 2010 rVB2 10181 16344 1.15% 0.150%
15 14.613 2109 2112 2117 rVB5 11833 15531 1.09% 0.142%
16 14.674 2117 2122 2128 rBV9 6644 14617 1.03% 0.134%

17 15.265 2204 2219 2225 rBV 524466 921650 64.74% 8.451%
18 15.332 2225 2230 2237 rVV 414784 680726 47.82% 6.242%
19 15.418 2237 2244 2253 rVB2 608019 1085926 76.28% 9.958%

20 16.009 2336 2341 2351 rBV2 19168 45497 3.20% 0.417%

21 16.155 2361 2365 2371 rVB5 12958 22698 1.59% 0.208%

22 16.289 2382 2387 2391 rBV2 18565 32085 2.25% 0.294%

23 16.363 2394 2399 2404 rVB4 21622 37246 2.62% 0.342%

24 16.484 2411 2419 2423 rBV9 15063 39983 2.81% 0.367%

25 16.747 2458 2462 2472 rVB9 7556 16549 1.16% 0.152%
Sum of corrected areas: 10905523
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110719\
Data File : VY000577.D

Acq On = 07 Nov 2019 13:58

Operator : SY/MD

Sample : K5723-08

Misc : 7.27G/5ML/MSVOA_Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY000577.D
800000

600000

400000

200000
2.22
4.72 5.75

Time--> 1.80 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 5.20 540 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY000577.D
800000 10118 11.49

o

600000
8.70

400000

200000

T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY000577.D
800000

12.48 15.42
15.27

600000

5.38
400000

200000 13.30

M %.53 13,96 146%7 16.046, 11512936.48 16.75

1 I
Time--> 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\VY110719\
Data File : VY000577.D

Acq On = 07 Nov 2019 13:58

Operator : SY/MD

Sample : K5723-08

Misc : 7.27G/5ML/MSVOA_Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 1-Propene, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

2.22 10.15 ug/I 149992 Pentafluorobenzene 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 90
2 2-Butene 56 C4H8 000107-01-7 50
3 2-Butene, (2)- 56 C4H8 000590-18-1 49
4 1-Butene 56 C4H8 000106-98-9 49
5 Cyclobutane 56 C4H8 000287-23-0 49

Abundance Scan 79 (2.219 min): VY000577.D (-74) (-) m/z 41.05 100.00%
1
56
5000
200 220 240 2.60
o! -..".'|.,....89....,....,...........??9...,2.97.. m/z 56.10 57.80%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
41
5000 %6 A AL R LN
2.00 2.20 2.40 2.60
28 m/z 39.10 54 _30%
2 15
e LA UL S I B S L I B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #172: 2-Butene
4
8 | 3% 3
5000 m/z 55.05 21.63%
0 W"'W"'"'I"”I'”'I'”'I'”'I”" DS EEDY S R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #185: 2-Butene, (2)-
4 2.00 2.20 2.40 2.60
m/z 40.10 12_.73%
5000 56
27
'i'%i"”W'ﬂﬂl”"P"W"”I'”'I”""'W"”I'”'
m/z--> 0 20 40 80 100 120 140 160 180 200 200 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110719\
Data File : VY000577.D

Acq On = 07 Nov 2019 13:58

Operator : SY/MD

Sample : K5723-08

Misc : 7.27G/5ML/MSVOA_Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Propene, 3,3"-thiobis[2-m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.30 11.63 ug/Il 257678 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene, 3,3"-thiobis[2-methyl- 142 C8H14S 023973-54-8 98
2 3-(2-Methylprop-1-enylthio)-2-me... 142 C8H14S 1000122-39-8 98
3 [1,2,3,4]Tetrazolo[1,5-a]pyridin... 164 C6H4N402 1000362-60-7 35
4 2-Ethylprop-1-ene (1-3)sultine 132 C5H802S 084735-13-7 33
5 5._alpha.-Androstan-16-one, cycli... 350 C21H34S2 002759-86-6 23
Abundance Scan 1897 (13.302 min): VY000577.D (-1891) (-) m/z 55.10 100.00%
3 87
142
5000
6 18 13.00 13.20 13.40 13.60
0 106 181 m/z 38.95 97.11%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
55 87 142
5000 71
127 13.00 13.20 13.40 13.60
99 109 m/z 87.00 86.26%
L LA L U L U LS DL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #19877: 3-(2-Methylprop-1-enylithio)-2-methylprop-1-ene
45 5 7 142
13.00 13.20 13.40 13.60
5000 - m/z 45.00 82.16%
127
99 109
0...|.‘..‘l|.‘.‘.“.‘|‘.l.l‘i “ Al
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #33988: [1,2,3,4] Tetrazolo[1,5-a]pyridine-6-carboxylic acid A e e
3 | 58 136 13.00 13.20 13.40 13.60
64 m/z 142.10 80.24%
5000
118 164
0||||||| \‘ . HHI 1q8 “ ||‘|]|-4:7||| T T e T
m/z--> 40 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110719\
Data File : VY000577.D

Acq On = 07 Nov 2019 13:58

Operator : SY/MD

Sample : K5723-08

Misc : 7.27G/5ML/MSVOA_Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 1,2,4-Triazole, 3,5-dithioxo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.27 41.59 ug/1 921650 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,2,4-Triazole, 3,5-dithioxo- 133 C2H3N3S2 005650-03-3 58
2 Rhodanine 133 C3H3NO0S2 000141-84-4 47
3 Silane, diethoxymethyloctadecyl- 386 C23H5002Si1 067859-75-0 38
4 Dipropyl chlorothiophosphate 216 C6H14CI02PS 1000370-34-3 33
5 4-Ethylbenzoic acid, 2-formyl-4,._... 322 C16H12CI1203 1000331-31-6 28
Abundance Scan 2220 (15.271 min): VY000577.D (-2204) (-) m/z 133.05 100.00%
133
5000 j\
55 99 176
15.00 15.20 15.40 15.60
0 ...l“‘,lh Ll |, 295 L 208 281 "m/z 99.10 24.50%
m/z--> 0 50 100 150 200 250 300 350
Abundance
133
5000 74 L BN UL IS MR
15.00 15.20 15.40 15.60
45 102 m/z 55.10 23.65%
L S L L L IS BN S
m/z--> 0 50 100 150 200 250 300 350
Abundance #14568: Rhodanine
133
46 15,00 15,20 15.40 15.60
5000 m/z 176.10 17.79%
74
0:.L4..‘.““l“l‘.“‘.‘.‘]l-gusu.‘.l....|.... T
m/z--> 0 50 100 150 200 250 300 350
Abundance #205704: Silane, diethoxymethyloctadecy!l- I aT s e AR
133 15.00 15.20 15.40 15.60
m/z 41.05 12.61%
5000
0 43 69\ 8‘9 L1 0 159 3?2
m/z--> 0 5'0 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110719\
Data File : VY000577.D

Acq On = 07 Nov 2019 13:58

Operator : SY/MD

Sample : K5723-08

Misc : 7.27G/5ML/MSVOA_Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknownl5.33 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.33 30.72 ug/1 680726 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tert-Butyldimethylsilylamine 131 C6H17NSi 1000366-62-1 27
2 Pentanoic acid, 3-hydroxy-2-meth... 174 C9H1803 1000151-17-3 23
3 1,3,4-Thiadiazol-2-amine, 5-methyl- 115 C3H5N3S 000108-33-8 17
4 Heptanoic acid, methyl ester 144 C8H1602 000106-73-0 17
5 Phenylalanine 165 C9H11NO2 000063-91-2 17
Abundance Scan 2230 (15.332 min): VY000577.D (-2225) (-) m/z 74.05 100.00%
5000 /\
K 15.00 15.20 15.40 15.60
o 131 147 161 194 210 m/z 176.10 240 . 66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
74
5000 LR S BRI BULRUL L
15.00 15.20 15.40 15.60
m/z 120.05 40.62%
oL 15 29 44 59 86 99 116 131
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41680: Pentanoic acid, 3-hydroxy-2-methyl-, propyl ester
74
15.00 15.20 15.40 15.60
5000 m/z 55.05 35.59%
271 43 57
85 103 116
S H \‘ S "o o NN
m/z--> 80 100 120 140 160 180 200
Abundance #7689. 1,3,4-Thiadiazol-2-amine, 5-methyl- T ABREEEE L LS e
74 15.00 15.20 15.40 15.60
m/z 58.95 28.33%
5000 15
28 42 ‘
0..}?“w..ﬂﬂnlw..WHQQ..,n.a,.”.|...w....“...|.”.| SN 41 VAL CE—
m/z--> 20 40 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110719\
Data File : VY000577.D

Acq On = 07 Nov 2019 13:58

Operator : SY/MD

Sample : K5723-08

Misc : 7.27G/5ML/MSVOA_Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 2-Methyl-1,3-dithiacyclopen... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.42 49.00 ug/1 1085930 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-1,3-dithiacyclopentane 120 C4H8S2 005616-51-3 25
2 2-(2-(6- Methylnlcotlnoyl)hydrazo--- 221 C10H11N303 1000244-73-4 22
3 1-(p-Tolyl)-2-imidazolidinone 176 C10H12N20 090917-76-3 22
4 1,3-Dithiane 120 C4H8S2 000505-23-7 18
5 1,3,4-Thiadiazol-2-amine, 5-methyl- 115 C3H5N3S 000108-33-8 14
Abundance Scan 2244 (15.418 min): VY000577.D (-2237) (-) m/z 55.05 100.00%
e e A R
15.00 15.20 15.40 15.60 15.80
0 141 el 260 281 | sz 74.10 93.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
120
105
5000 59 AL SRR DL UM B
15.00 15,20 15.40 15.60 15.80
45 m/z 120.05 73.58%
27 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77928: 2-(2-(6-Methylnicotinoyl)hydrazono)propionic acid
120
o 15.00 15.20 15.40 15.60 15.80
5000 176 m/z 176.20 54 .58%
65
44 136
ol 14 28 1 J 0106 | | 162 | 203 221
m/z--> 25 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #42213: 1-(p-Tolyl)-2-imidazolidinone e  RAREE R A
120 15.00 15.20 15.40 15.60 15.80
176 m/z 58.95 38.16%
5000
91
0 28 51 6\5 ! ‘\ 105 [ 147 \‘
m/z--> 20 4b 60 80 160 120 140 160 180 200 220 240 260 280 15.00 15,20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY110719\
Data File : VY000577.D

Acq On : 07 Nov 2019 13:58

Operator : SY/MD

Sample : K5723-08

Misc : 7.27G/5ML/MSVOA_Y/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y103019S.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Propene, 2-methyl- 2.22 10.2 ug/I1 149992 1 7.80 738717 50.0
1-Propene, 3,3"-t... 13.30 11.6 ug/Il 257678 4 13.42 1108040 50.0
1,2,4-Triazole, 3... 15.27 41.6 ug/1l 921650 4 13.42 1108040 50.0
unknown15.33 15.33 30.7 ug/I1 680726 4 13.42 1108040 50.0
2-Methyl-1,3-dith... 15.42 49.0 ug/l1 1085930 4 13.42 1108040 50.0
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