LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY110819\
Data File : VY000625.D

Aca On : 08 Nov 2019 18:10

Operator : SY/MD

Sample : K5723-12

Misc : 6.61G/5ML/MSVOA Y/SOIL

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: 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 heiaht area % max. total
1 1.865 16 21 27 rVB3 6754 12480 1.00% 0.155%
2 2.225 75 80 84 rBvV 15552 24161 1.94% 0.300%
3 4.724 481 490 501 rBvV4 12588 38714 3.11% 0.481%
4 5.767 650 661 669 rBv4 23224 72652 5.84% 0.903%
5

7.730 972 983 989 rBV 168752 398374 32.03% 4_.952%

7.803 989 995 1008 rVB 276897 639380 51.41% 7.948%
8.151 1043 1052 1063 rBvV 171834 381325 30.66% 4._.740%
rBv 466112 916739 73.72% 11.395%
10.181 1378 1385 1393 rBVY 717786 1243626 100.00% 15.459%
11.491 1593 1600 1609 rBV 668717 1092639 87.86% 13.582%
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11 12.479 1755 1762 1772 rVB 523237 831654 66.87% 10.338%

12 13.302 1892 1897 1908 rBV3 56651 92299 7.42% 1.147%
13 13.424 1910 1917 1924 rBV 667532 1015336 81.64% 12.621%
14 13.528 1929 1934 1941 rVB2 12952 22318 1.79% 0.277%
15 13.967 2000 2006 2012 rVB2 10526 19369 1.56% 0.241%
16 14.210 2041 2046 2053 rVB10 8073 18122 1.46% 0.225%

17 15.265 2212 2219 2224 rBV 242715 396011 31.84% 4.923%
18 15.332 2224 2230 2237 rVV2 183450 310703 24.98% 3.862%
19 15.418 2237 2244 2252 rVV2 262984 482343 38.79% 5.996%

20 15.881 2315 2320 2326 rVBS8 8125 16407 1.32% 0.204%
21 16.015 2336 2342 2347 rBV2 9459 20221 1.63% 0.251%
Sum of corrected areas: 8044873
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY110819\
Data File : VY000625.D

Aca On : 08 Nov 2019 18:10

Operator : SY/MD

Sample : K5723-12

Misc : 6.61G/5ML/MSVOA Y/SOIL

ALS Vial : 22 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
700000

600000

500000

400000

300000

200000

100000

TIC: VY000625.D

\_1.87 2.22 4.72 5.77

AN

o

Time--> 180 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 5.80 600 6.20 6.40 6.60

Abundance
700000

600000

500000

400000

300000

200000

100000

0

TIC: VY000625.D
10118 11.49

8.70

Time-->

T T T T T T —T— T —T— T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
700000

600000

500000

400000

300000

200000

100000

0

TIC: VY000625.D

12.48

13.3
3.53 13.97 14.21

r 1 I T I T
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\VY110819\
Data File : VY000625.D

Aca On : 08 Nov 2019 18:10

Operator : SY/MD

Sample : K5723-12

Misc : 6.61G/5ML/MSVOA Y/SOIL

ALS Vial : 22 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 n-Hexane Concentration Rank 4

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

5.77 5.68 ug/Il 72652 Pentafluorobenzene 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 87
2 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 38
3 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 36
4 1-Butanol. 3.3-dimethvl- 102 C6H140 000624-95-3 33
5 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 33

Abundance Scan 662 (5.773 min): VY000625.D (-650) (-) 41.10 100.00%
41 57
5000
‘ 86
71 540 560 5.80 6.00 6.20
o..,....,....,....,....,53.|..-,....,'....,...|.,.9.4..,. m/z 57.00 99.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1821: n-Hexane
57
41
5000 SRR RARRE SRR R
540 560 5.80 6.00 6.20
86 m/z 43.10 63.79%
1

15 | | “ s es 77|
Ot .,.”.,..”,.. RS S /NN
m/z--> 10 20 50 60 70 80 90 100
Abundance

I
LA [BLALANLANL N N L L B L L L B

5.40 5.60 5.80 6.00 6.20

5000 29 m/z 56.10 57.19%
86
15 51 71
o) MRS 4N 411 SR =AU MR MU [
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #12737: Pentane, 2,2,3,4-tetramethyl- e
57 540 560 580 600 620

m/z 42.10 39.11%

43
5000
‘ 71 85
I N N X Y| PO | NS NN

m/z--> 10 20 30 40 50 60 70 80 90 100 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY110819\
Data File : VY000625.D

Aca On : 08 Nov 2019 18:10

Operator : SY/MD

Sample : K5723-12

Misc : 6.61G/5ML/MSVOA Y/SOIL

ALS Vial : 22 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 unknownl5.27 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.27 19.50 ug/I 396011 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Triazole. 3.5-dithioxo- 133 C2H3N3S2 005650-03-3 47
2 D-Alanine. N-(4-ethvlbenzov)-. ... 361 C22H35N03 1000354-09-1 40
3 I-Alanine. N-(4-ethvlbenzov)-. ... 263 C15H21NO3 1000314-15-9 33
4 1-Alanine. N-(4-ethvlbenzovl)-. ... 361 C22H35N03 1000314-16-5 33
5 Silane, diethoxydimethyl- 148 C6H1602Si 000078-62-6 28
Abundance Scan 2220 (15.271 min): VY000625.D (-2212) (-) m/z 133.05 100.00%
133
5000
Tl B Bz ragy
73 : : : :
0 TN W .|. e A m/z 99.10 25.97%
m/z--> 50 100 150 200 250 300 350
Abundance #14563: 1,2,4-Triazole, 3,5-dithioxo-
133
5000 74 L DR DA B B
15.00 15.20 15.40 15.60
45 102 m/z 55.10 23.64%
27|
e NN L L L L L
m/z--> 50 100 150 200 250 300 350
Abundance
133
1500 15.20 15.40 15.60
5000 m/z 176.10 18.98%
176
0 43 79 105 203222 361
m/z--> 50 100 150 200 250 300 350
Abundance #113094: I-Alanine, N-(4-ethylbenzoyl)-, propyl ester R R ARERE
133 15.00 15.20 15.40 15.60
m/z 41.10 14 _.40%
5000
176
o 43 79 103 | 204 263
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY110819\
Data File : VY000625.D

Aca On : 08 Nov 2019 18:10

Operator : SY/MD

Sample : K5723-12

Misc : 6.61G/5ML/MSVOA Y/SOIL

ALS Vial : 22 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 unknownl15.33 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.33 15.30 ug/Il 310703 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allvl mercaptan 74 C3HG6S 000870-23-5 35
2 1.3.4-Thiadiazol-2-amine. 5-methyl- 115 C3H5N3S 000108-33-8 32
3 L-Threonine. ethvl ester 147 C6H13NO3 023926-51-4 25
4 1.3.2-Oxathioborolane. 2-ethvl-5... 130 C5H11B0OS 1000163-05-5 25
5 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 23
Abundance Scan 2230 (15.332 min): VY000625.D (-2224) (-) m/z 74.05 100.00%

A
5000 55 120 176

41 IIIIIIIIIIIIIIIIII
89 103 15.00 1520 15.40 15.60

o el 231 147 361 ) 207 221 1 h/77176.10  43.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #825: Allyl mercaptan
1 74

5000 e I
15.00 15.20 15.40 15.60

m/z 120.00 37 .52%

‘u 2
0 L o B o B e e o o o o L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
74

15. 00 15 20 15. 40 15.60

5000 115 m/z 55.10 36.74%
59
42
91 102

A .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22387: L-Threonine, ethyl ester S A BEEEEmmEEr S

74 15. 00 15. 20 15. 40 15. 60

m/z 58.95 30.94%

30
5000
57 103
45 ‘ ‘
132
N O S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY110819\
Data File : VY000625.D

Aca On : 08 Nov 2019 18:10

Operator : SY/MD

Sample : K5723-12

Misc : 6.61G/5ML/MSVOA Y/SOIL

ALS Vial : 22 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 unknownl5.42 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.42 23.75 ug/1 482343 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dl-Homoserine 119 C4H9NO3 001927-25-9 25
2 1.3.4-Thiadiazol-2-amine. 5-methvl- 115 C3H5N3S 000108-33-8 22
3 2-Methvl-1.3-dithiacvclopentane 120 C4H8S2 005616-51-3 14
4 7-Methoxv-1-tetralone 176 C11H1202 006836-19-7 12
5 5,6-Dihydro-2-methyl-1,4-dithiin... 176 C6H802S2 035756-29-7 11
Abundance Scan 2244 (15.418 min): VY000625.D (-2237) (-) m/z 55.05 100.00%
, 15.00 15.20 15.40 15.60 15.80
o adl m/z 74.10 99.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9033: dl-Homoserine
7
44
5000 AR DAL BRI SO B
15. 00 15. 20 15. 40 15. 60 15. 80
m/z 120.00 84 .09%
o 9 89 119
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
59 15.00 15.20 15.40 15.60 15.80
5000 115 m/z 176.10 62.27%
27 42
0 13
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9240: 2-Methyl-1,3-dithiacyclopentane R mEmmmy B
120 15. 00 15. 20 15. 40 15. 60 15. 80
105 m/z 56.05 43.02%
5000 59
45
7 ‘ \H “ |
) M- lhlll |||‘| - I\”IH”” EEE———————
m/z--> 25 45 éo 85 160 120 1&0 160 1éo 260 250 250 2éo 2é0 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\VY110819\
Data File : VY000625.D

Acq On : 08 Nov 2019 18:10

Operator : SY/MD

Sample : K5723-12

Misc : 6.61G/5ML/MSVOA_Y/SOIL

ALS Vial : 22 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexane 5.77 5.7 ug/Il 72652 1 7.80 639380 50.0
unknown15.27 15.27 19.5 ug/I1 396011 4 13.42 1015340 50.0
unknownl15.33 15.33 15.3 ug/I1 310703 4 13.42 1015340 50.0
unknownl15.42 15.42 23.8 ug/I1 482343 4 13.42 1015340 50.0
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