LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF052019\

Data File : VF062663.D

Aca On - 20 May 2019 16:25

Operator : FY/SY

sample - K2894-10

Misc - 5.000/5mL/MSVOA F/SOIL Sl Rt
ALS Vial : 15 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\82F051619S.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 1.125 57 60 63 rBv2 24806 54051 3.20% 0.932%
2 1.460 92 94 99 rvvs 8230 21480 1.27% 0.370%
3 1.707 115 119 125 rBvV9 12971 46412 2.75% 0.800%
4 1.865 132 135 137 rBvV2 13226 28346 1.68% 0.489%
5 2.101 156 159 161 rBv4 9599 18130 1.07% 0.313%
6 2.298 176 179 181 rBvV 51291 101344 6.00% 1.747%
7 2.348 181 184 188 rVB5 42751 110384 6.53% 1.903%
8 2.505 197 200 204 rBvV2 29336 62227 3.68% 1.073%
9 3.077 256 258 262 rVB 31003 54064 3.20% 0.932%
10 4.319 378 384 395 rVvVv 188905 581193 34.39% 10.021%

11 5.068 451 460 470 rBv2 531293 1690045 100.00% 29.141%
12 5.788 527 533 542 rBV 473543 1235560 73.11% 21.305%

13 7.444 698 701 710 rVB10 7273 22738 1.35% 0.392%
14 7.720 724 729 735 rBV 299142 731137 43.26% 12.607%
15 8.361 790 794 798 rBV7Y 8650 27979 1.66% 0.482%
16 9.918 948 952 959 rVVvV2 150548 353497 20.92% 6.095%
17 10.263 982 987 989 rBV4 6007 17675 1.05% 0.305%
18 11.505 1109 1113 1117 rBvV 61868 103110 6.10% 1.778%
19 11.633 1123 1126 1133 rBvV3 33863 72857 4_.31% 1.256%
20 11.732 1133 1136 1139 rVvB4 10475 18995 1.12% 0.328%
21 12.619 1223 1226 1230 rVB2 55105 87092 5.15% 1.502%
22 13.329 1294 1298 1303 rVB2 55882 98947 5.85% 1.706%
23 13.398 1303 1305 1310 rBV6 7372 17535 1.04% 0.302%
24 13.723 1334 1338 1339 rVvv3 11262 21956 1.30% 0.379%
25 13.752 1339 1341 1346 rVV5 20810 43514 2.57% 0.750%
26 14.058 1367 1372 1376 rBV6 7468 18468 1.09% 0.318%
27 14.186 1382 1385 1389 rVB6 9732 19142 1.13% 0.330%
28 14.502 1411 1417 1424 rBV10 18081 66454 3.93% 1.146%
29 14.630 1427 1430 1434 rBV5 13307 29210 1.73% 0.504%
30 14.906 1455 1458 1464 rVB6 8196 17844 1.06% 0.308%
31 15.201 1485 1488 1491 rVB5 13254 28115 1.66% 0.485%
Sum of corrected areas: 5799501
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
VF062663.D

20 May 2019 16:25

FY/SY

K2894-10

5.00a/5mL/MSVOA F/SOIL

15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P

Abundance
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1.13

TIC: VF062663.D
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TIC: VF062663.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062663.D

Aca On : 20 May 2019 16:25

Operator : FY/SY

Sample : K2894-10

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 Benzoic acid, 2-[(trimethyl.._. Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.33  56.81 ug/l 98947  1,4-Dichlorobenzene-d4  12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 59
2 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 50

3 3.5-Dimethoxvphenvlacetic acid. ... 268 C13H2004Si 1000071-82-4 16
1-(3-ChlorophenvDpiperazine. 4-... 268 C13H21CIN2Si 1000373-99-3 12
5 Benzenepropanoic acid, .alpha.-(... 265 C13H19NO3Si 055494-13-8 10
Abundance Scan 1298 (13.329 min): VF062663.D (-1294) (-) m/z 73.05 100.00%
7B
5000
267
45 59 103119133 154 177193207 237251 13.00 13.20 13.40 13.60
e S R 2233 T W 2B "m/z 266.85  29.10%
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128752: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
73
5000 LIS L L L L L LB BB B |
267 13.00 13.20 13.40 13.60
45 m/z 73.85 9.51%
31 59 | % 105119 \ 149163179193209 233249 |
N
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
13.00 13.20 13.40 13.60
5000 m/z 267.85 9.22%
267
44
59 91105119135151 179194209293 250
wwwwmﬁwmwmm
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116941: 3,5-Dimethoxyphenylacetic acid, trimethylsilyl ester
78 13.00 13.20 13.40 13.60
m/z 268.95 5.83%
5000
" o 268
\‘\ ‘ o 117 135 151 178193
....,”..,..”,...w....,”..,........,“..,.”. e
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062663.D

Aca On : 20 May 2019 16:25

Operator : FY/SY

Sample : K2894-10

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 unknownl3.75 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.75 24 .98 ug/1 43514 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 43
2 Tridecane 184 C13H28 000629-50-5 43
3 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 38
4 Undecane 156 C11H24 001120-21-4 38
5 Octacosane 394 C28H58 000630-02-4 38
Abundance Scan 1341 (13.752 min): VF062663.D (-1339) (-) m/z 43.10 100.00%
57

5000

13.40 13.60 13.80 14.00

m/z 57.10 82.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83033: Tetradecane, 4-ethyl-
43 57
5000 7185 L L L B L
13.40 13.60 13.80 14.00
m/z 85.10 41.26%
99
L] Pusienges e 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 13.40 13.60 13.80 14.00
5000 85 m/z 71.10 40.70%
29 9
15 1131271411551 69 184

mewwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #48885: Decane, 2,4,6-trimethyl-
43 13.40 13.60 13.80 14.00
57 m/z 40.00 37.73%
5000 71 85
127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062663.D

Aca On : 20 May 2019 16:25

Operator : FY/SY

Sample : K2894-10

Misc : 5.00a/5mL/MSVOA F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 6 unknownl14.06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .06 10.60 ug/Il 18468 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-N-methvlpropvlamine 107 C4H1O0CIN 065232-62-4 43
2 2-Pvridinemethanamine. .alpha.-m... 122 C7H10N2 042088-91-5 43
3 Pterin-6-carboxvlic acid 207 C7H5N503 000948-60-7 35
4 5.6-Dihvdro-2.4.6-trimethvl-4H-1... 163 C6H13NS2 1000360-36-4 32
5 D-Ribo-Hexitol, 2-(acetylamino)-... 273 C12H19NO6 043180-03-6 30
Abundance Scan 1372 (14.058 min): VF062663.D (-1367) (-) m/z 43.95 100.00%
44
5000 107
67 83 163 o
125 148 190 211 234 2°1 281206 13.80 14.00 14.20 14.40
m/z 107.10 35.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5134: 3-Chloro-N-methylpropylamine
44
5000
13.80 14.00 14.20 14.40
107 m/z 162.90 30.54%
28
70 90
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
44 107
13.80 14.00 14.20 14.40
5000 80 m/z 45.15 25.07%
28
65 122

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67060: Pterin-6-carboxylic acid

13.80 14.00 14.20 14.40
m/z 83.00 24.36%

5000

69 163

g5 105 122

189 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF052019\
Data File : VF062663.D

Acq On : 20 May 2019 16:25

Operator : FY/SY

Sample - K2894-10

Misc : 5.009/5mL/MSVOA_F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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]
Benzoic acid, 2-[... 13.33 56.8 ug/I 98947 4 12.62 87092 50.0
unknownl13.75 13.75 25.0 ug/I1 43514 4 12.62 87092 50.0
unknownl14 .06 14.06 10.6 ug/I1 18468 4 12.62 87092 50.0
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