LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF092518\
Data File : VF060340.D

Aca On = 25 Sep 2018 22:22

Operator : VA/AP

Sample = J5055-08

Misc : 5.90/5mL/MSVOA F/SOIL

ALS Vial : 46 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 F\METHODS\82F091918S.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 1.182 46 56 57 rBvV6 14214 59541 2.98% 0.440%
2 2.266 163 166 168 rBvV3 14983 28962 1.45% 0.214%
3 4.277 363 370 381 rvVv 336056 1017904 50.95% 7.525%
4 5.016 437 445 460 rBV2 545797 1911027 95.65% 14.128%
5 5.745 513 519 532 rBV 590925 1617825 80.97% 11.960%

7.697 711 717 722 rBV 844089 1998022 100.00% 14.771%
9.905 935 941 949 rBV 801247 1771376 88.66% 13.095%
11.502 1099 1103 1109 rBV 803976 1359980 68.07% 10.054%
12.626 1213 1217 1226 rVB 1046551 1689054 84.54% 12.487%
13.454 1295 1301 1310 rVB4 149132 660840 33.07% 4 _.885%

=
QO ~NO®

11 14.104 1362 1367 1372 rBV7 49564 169478 8.48% 1.253%
12 14.361 1390 1393 1400 rVB5 75550 228583 11.44% 1.690%
13 15.228 1478 1481 1484 rBV4 45207 84271 4.22% 0.623%
14 15.445 1500 1503 1507 rBv4 77591 142507 7.13% 1.054%
15 15.731 1529 1532 1535 rBV3 82336 143635 7.19% 1.062%

16 15.879 1543 1547 1550 rBV 262797 500080 25.03% 3.697%
17 16.017 1559 1561 1566 rVB4 75330 143912 7.20% 1.064%

Sum of corrected areas: 13526997
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF092518\
Data File : VF060340.D

Aca On : 25 Sep 2018 22:22

Operator : VA/AP

Sample : J5055-08

Misc : 5.90/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F091918S .M
SW846 8260

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

Abundance

1000000

800000

600000

400000

200000

TIC: VF060340.D

5.75
5.02
4.28
118 2.2 )\

05
Time--> 1.

00 1.20 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 5.60 5.80

Abundance

1000000

800000

600000

400000

200000

TIC: VF060340.D

7.70 901

0
Time-->

I I I I T I I I T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance

1000000

800000

600000

400000

2ooooo—ﬂ~mhv¢hj

TIC: VF060340.D

11.50

14.10 14.36

Time-->

—T — T —T —T —T —T — —T — T —
11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF092518\
Data File : VF060340.D

Aca On : 25 Sep 2018 22:22

Operator : VA/AP

Sample = J5055-08

Misc : 5.90/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F091918S.M
Quant Title : 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 unknownl3.45 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.45 19.56 ug/Il 660840 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (Phenvlthio)acetic acid. cvclobu... 222 C12H1402S 1000299-95-5 38
2 Benzene-1.2.3-triamine 123 C6HON3 1000316-45-3 38
3 Benzamide. N-(2-ethvl-2H-1.2.3.4... 235 C10H10FN50 1000362-74-8 38
4 Pvridine, 1.2.3.6-tetrahvdro-1-(... 153 C9H15NO 057150-46-6 38
5 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H1803 080114-28-9 38
Abundance Scan 1301 (13.454 min): VF060340.D (-1295) (-) m/z 123.05 100.00%
123
55
5000 41 | &g 155
95 109
13.20 13.40 13.60 13.80
m/z 55.00 54_.02%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78775: (Phenylthio)acetic acid, cyclobutyl ester
123
5000 222 R e A BRRRR
1320 13.40 13.60 13.80
55 m/z 154.95 49_17%
39|,| 77 1% 151 168 104 |
miz-> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280
Abundance #10119: Benzene-1,2,3-triamine
123
' 13.20 13.40 13.60 13.80
5000 m/z 41.10 46.43%
95
52 79
N O N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89530: Benzamide, N-(2-ethyl-2H-1,2,3,4-tetrazol-5-yl)-4-... AR RS
123 13.20 13.40 13.60 13.80
m/z 69.05 42.07%
5000 o5
75
SN S S T 7B K - B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF092518\
Data File : VF060340.D

Aca On : 25 Sep 2018 22:22

Operator : VA/AP

Sample = J5055-08

Misc : 5.90/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F091918S .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 4,6,8-Trimethylazulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.10 5.02 ug/Il 169478 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 58
2 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 52
3 2-Hvdrazino-4-methvl-6-methvlthi... 170 C6H10N4S 001899-58-7 47
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 47
5 1,4-Benzenedithiol, S,S"-dimethyl- 170 C8H10S2 1000353-07-2 43
Abundance Scan 1367 (14.104 min): VF060340.D (-1362) (-) m/z 170.05 100.00%
170
155
5000
41 55 128141
69 81
% us 187700215 0 13.80 14.00 14.20 14.40
m/z 155.00 65.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38364: 4,6,8—Trimethy|azu|_ene
155 110
5000 B U BN S I
13.80 14.00 14.20 14.40
115128 m/z 141.00 28.16%
27 39 63 77 89 102 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38368: Naphthalene, 1,4,5-trimethyl-
185
170 R NI BRI B BN
13.80 14.00 14.20 14.40
5000 m/z 55.00 26.14%
115128
l 63 76 39 102 ‘ 141 “
Ll It |
m/z--> 20 Jo éo 80 100 150 150 160 180 200 220 240
Abundance #38494: 2-Hydrazino-4-methyl-6-methylthiopyrimidine N B e
170 13.80 14.00 14.20 14.40
m/z 41.00 24 .50%
5000
67 93 109 126 141 155
LT l7 O T e T S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF092518\
Data File : VF060340.D

Aca On : 25 Sep 2018 22:22

Operator : VA/AP

Sample = J5055-08

Misc : 5.90/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F091918S .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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .36 6.77 ug/l 228583 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 95
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 93
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 87
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 83
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 83

Abundance Scan 1393 (14.361 min): VF060340.D (-1390) (-) m/z 170.00 100.00%

135170

5000

14.00 14.20 14.40 14.60
m/z 155.00 97.21%

191 216 248 286

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155
170
5000 LA LI L L L L B L L B B
14.00 14.20 14.40 14.60
128 m/z 77.05 30.87%
20, 83 84 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38373: Naphthalene, 1,6,7-trimethyl-
155110
e R R AR
14.00 14.20 14.40 14.60
5000 m/z 171.05 21.56%
128
3651 76 a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38371: Naphthalene, 2,3,6-trimethyl- R e
170 14.00 14.20 14.40 14.60
m/z 153.05 21.38%
155
5000

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF092518\
Data File : VF060340.D

Aca On : 25 Sep 2018 22:22

Operator : VA/AP

Sample = J5055-08

Misc : 5.90/5mL/MSVOA F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F091918S .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 unknownl5.88 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.88 14.80 ug/Il 500080 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 49
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 35
4 Borinic acid. diethvl-, 3.3.5-tr... 208 C13H25B0 057387-76-5 25
5 Propanamide, N-(4-methoxyphenyl)... 193 C11H15NO2 1000307-32-2 22
Abundance Scan 1547 (15.879 min): VF060340.D (-1543) (-) m/z 193.10 100.00%
193
41 69 oy
5000
LRI AL UL LA
15.60 15.80 16.00
152165 222248 ' “n7z 69.10  69.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 95 109 T
55 83 137 1560 15.80 16.00
151 m/z 41.10 69.09%
165 179 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
- "o 1580 1600
5000 m/z 83.10 61.77%
150
95
27 4255 75 | 109 | 136 | 164178 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- T T
193 15.60 15.80 16.00
m/z 123.15 51.75%
” I \/f\ﬂfﬁ“»fxnf\/\N/\JV\/\\//
i “ A H M u” hench 1?71?0163 179 | 207 222
m/z--> 20 40 80 100 120 140 160 180 200 220 240 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF092518\
Data File : VF060340.D

Acq On = 25 Sep 2018 22:22

Operator : VA/AP

Sample - J5055-08

Misc : 5.90/5mL/MSVOA_F/SOIL

ALS Vial : 46 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F091918S .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]
unknownl13.45 13.45 19.6 ug/Il 660840 4 12.63 1689050 50.0
4,6,8-Trimethylaz... 14.10 5.0 ug/Il 169478 4 12.63 1689050 50.0
Naphthalene, 1,4,... 14.36 6.8 ug/Il 228583 4 12.63 1689050 50.0
unknownl15.88 15.88 14.8 ug/I1 500080 4 12.63 1689050 50.0
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