LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF072318\

Data File : VF059621.D

Aca On - 23 Jul 2018 18:36

Operator : VA/AP

sample - J4099-01

Misc - 4.190/5mL/MSVOA F/SOIL Sl el ol
ALS Vial : 92 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\82F072318S.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 1.101 55 58 62 rvB2 17017 25368 2.48% 0.468%
2 1.969 143 146 149 rvVB2 15428 24863 2.43% 0.459%
3 2.324 180 182 190 rvB7 5917 15317 1.50% 0.283%
4 2.462 192 196 198 rBVvV4 3905 10613 1.04% 0.196%
5 2.688 215 219 226 rVB9 5269 19448 1.90% 0.359%
6 3.053 254 256 261 rvv4 3667 10516 1.03% 0.194%
7 4.177 364 370 375 rBV2 21964 73219 7.16% 1.351%
8 4.275 375 380 390 rVB 102954 332542 32.54% 6.134%
9 5.025 449 456 471 rBv2 318298 1021903 100.00% 18.851%
10 5.754 523 530 546 rBV 314365 870344 85.17% 16.055%
11 7.696 722 727 742 rBV 206579 546874 53.52% 10.088%
12 9.628 919 923 927 rBvV4 3981 11259 1.10% 0.208%
13 9.914 946 952 960 rBV 340891 792806 77.58% 14.625%
14 10.022 960 963 969 rVB5 4944 14537 1.42% 0.268%
15 10.949 1054 1057 1061 rvv3 11255 20122 1.97% 0.371%
16 11.087 1067 1071 1075 rBVvV4 10891 22961 2.25% 0.424%
17 11.313 1091 1094 1097 rBv2 6309 10457 1.02% 0.193%
18 11.511 1110 1114 1119 rvv 191651 355715 34.81% 6.562%
19 11.629 1125 1126 1130 rvv2 7833 15996 1.57% 0.295%
20 11.698 1130 1133 1135 rVvv3 8308 15253 1.49% 0.281%
21 11.737 1135 1137 1141 rVvVv4 6758 10839 1.06% 0.200%
22 12.092 1170 1173 1178 rBV2 21344 36204 3.54% 0.668%
23 12.358 1198 1200 1205 rVB3 5615 11954 1.17% 0.221%
24 12.536 1216 1218 1224 rBV3 8928 16145 1.58% 0.298%
25 12.624 1224 1227 1235 rVV 324205 517929 50.68% 9.554%
26 12.920 1254 1257 1260 rVB3 5537 10668 1.04% 0.197%
27 13.344 1298 1300 1302 rVV 45201 32480 3.18% 0.599%
28 13.768 1340 1343 1347 rBv4 22778 31805 3.11% 0.587%
29 13.935 1355 1360 1361 rBvV4 9657 16987 1.66% 0.313%
30 14.064 1371 1373 1376 rBv4 5201 12648 1.24% 0.233%
31 14.261 1390 1393 1395 rVvv3 11572 17863 1.75% 0.330%
32 14.340 1400 1401 1402 rBV 15983 13809 1.35% 0.255%
33 14.517 1416 1419 1421 rBV2 19431 29379 2.87% 0.542%
34 14.566 1421 1424 1426 rBvV4 7207 12159 1.19% 0.224%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF072318\
Data File : VF059621.D

Aca On 23 Jul 2018 18:36

Operator : VA/AP

Sample : J4099-01

Misc : 4.19a0/5mL/MSVOA F/SOIL

ALS Vial : 92 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\82F072318S.M

Title : SW846 8260

35 14.665 1430 1434 1436 rBv4 18136 41988 4.11% 0.775%
36 14.695 1436 1437 1440 rBV3 11566 14616 1.43% 0.270%
37 14.833 1449 1451 1452 rBV2 10466 16802 1.64% 0.310%
38 15.168 1482 1485 1488 rBV3 21151 59497 5.82% 1.098%
39 15.237 1490 1492 1495 rVB4 26042 39804 3.90% 0.734%
40 15.316 1497 1500 1503 rVV5 18303 38153 3.73% 0.704%
41 15.454 1511 1514 1517 rVB3 43938 76820 7.52% 1.417%

42 15.877 1554 1557 1561 rBV3 75527 152353 14.91% 2.810%

Sum of corrected areas: 5421015
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF072318\
Data File : VF059621.D

Aca On 23 Jul 2018 18:36

Operator : VA/AP

Sample : J4099-01

Misc : 4.19a0/5mL/MSVOA F/SOIL

ALS Vial =: 92 Sample Multiplier: 1

Quant Method Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F072318S .M

Quant Title SW846 8260
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VF059621.D
5.02 5.75
300000

250000

200000

150000

100000

50000
1.97

2.322.46 2.69 3.05

Time--> 1.00 1.20 1.40 1.60 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 5.40 5.60 5.80
Abundance TIC: VF059621.D

9191
300000
250000
7.70
200000

150000

100000

50000
10.95
9.63 0.02 A

B A e B RRE T S

T 7T T T 1 T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VF059621.D

300000
250000
200000 11.51
150000
100000

50000

82F072318S.M Tue Jul 24 16:06:24 2018 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF072318\
Data File : VF059621.D

Aca On 23 Jul 2018 18:36

Operator : VA/AP

Sample : J4099-01

Misc : 4.19a0/5mL/MSVOA F/SOIL

ALS Vial =: 92 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F072318S .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 unknownl15.17 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.17 5.74 ug/l 59497 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Carboxvcvclopropane-2-acetic a... 172 C8H1204 077462-53-4 25
2 2.2.4.4-Tetramethvloctane 170 C12H26 062183-79-3 14
3 2-Azido-2.4.4.6.6.8.8-heptamethyv... 267 C16H33N3 1000293-29-1 12
4 2-Azido-2.4.4.6.6-pentamethvlhep... 211 C12H25N3 1000293-29-0 10
5 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 10
Abundance Scan 1485 (15.168 min): VF059621.D (-1482) (-) m/z 57.05 100.00%

5000
137 181979 oo 14.80 15.00 15.20 15.40
O m/z 41.00 42 .87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #40179: 1-Carboxycyclopropane-2-acetic acid (2), dimethyl ...
15
59 98
5000 81 LA L L L L L L L L L
41 14.80 15.00 15.20 15.40
‘ ‘ 13 140 m/z 43.05 31.66%
o 8T P N “..%?7.1.7.1. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
T
14.80 15.00 15.20 15.40
5000 m/z 81.00 30.60%
41 99
o 27 71 g5 | 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116524: 2-Azido-2,4,4,6,6,8,8-heptamethylnonane R A RERRS R
57 14.80 15.00 15.20 15.40
m/z 109.05 29.43%
5000
99
83
0 ‘\ y \\“ %3 129 154168
R SRR R E R e e ANRARANREESSEEEssnEss s e R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. OO 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF072318\
Data File : VF059621.D

Aca On 23 Jul 2018 18:36

Operator : VA/AP

Sample : J4099-01

Misc : 4.19a0/5mL/MSVOA F/SOIL

ALS Vial =: 92 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F072318S .M

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

Concentration Rank 2

Peak Number 2 unknownl5.45

R.T. EstConc Area Relative to ISTD R.T.
15.45  7.42 ug/t 76820  1,4-Dichlorobenzene-d4  12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-HvdroxvevclooctvDy—furan 194 Cl2H1802 115754-90-0 43

cvclol2.2.11heptane. 2.2.3-tri... 138 C10H18
cvclol2.2.11heptane. 2.2.3-tri... 138 C10H18
.4.5.5.8a-Pentamethvl-4a.5.6.7.... 208 C14H240
-Cyclohexene-1-acetaldehyde, .a... 152 C10H160

020536-41-8 42
020536-40-7 42
1000195-30-1 30
053155-80-9 27

Abundance Scan 1514 (15.454 min): VF059621.D (-1511) (-) m/z 193.05 100.00%
81 9% 193
109 123
41 55 69
5000
137
151 175 208
164 233 15.20 15.40 15.60 15.80
0 m/z 95.00 96.44%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #56181: 2-(2-Hydroxycyclooctyl)-furan
g1 9
5000 LA L L L L L L L
15.20 15. 40 15 60 15. 80
67 0
M 55 110 123 166 194 m/z 81.00 88.33%
Ll ‘ \‘ L | 177 |
L L o o T o e o S
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
95
R e LA e
n 109 15.20 15.40 15.60 15.80
5000 67 m/z 109.10 69.44%
82
123 138
O o e o e e e et e R
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo- T
95 15.20 15.40 15.60 15.80
55 109 m/z 123.05 68.89%
41
5000 67
H 123 138
0..,”..,”.JH”..,”M.N”.j,”..,”..“.......“.... R RAE et
m/z--> 100 120 140 160 180 200 220 240 15.20 15. 40 15 60 15. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF072318\
Data File : VF059621.D

Aca On 23 Jul 2018 18:36

Operator : VA/AP

Sample : J4099-01

Misc : 4.19a0/5mL/MSVOA F/SOIL

ALS Vial =: 92 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F072318S .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 unknownl15.88 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.88 14.71 ug/I1 152353 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 37
3 Pvrazolol5.1-cl-as-triazine-3-ca... 193 C6H7N70 016111-78-7 27
4 4H-1.3.2-Dioxaborin. 4-ethenvl-2... 208 C12H21B02 074630-04-9 25
5 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 25
Abundance Scan 1557 (15.877 min): VF059621.D (-1554) (-) m/z 193.05 100.00%
193
69
41 123
5000 8 95 109

208 15.60 15.80 16.00

151 165 180

0 m/z 69.10 61.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
123
5000 LIS L I L L L L LB
150 15. 60 15. 80 16. 00
95 m/z 41.10 55.98%
oL 1527 42855 75 | 109 M 135 | 164 178 |
I I o o o o L L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193
L JLE B e
15.60 15.80 16.00
5000 43 55 - m/z 123.05 54.82%
69 g1 97
29 123
o 137149 163 179 207 222
LA o i e e e e R AR R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55540: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a... L e L e e
193 15.60 15.80 16.00
o5 m/z 83.00 52.76%
5000 162
52 67 g3 135
0,,‘,“,,,“, S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15. 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF072318\
Data File : VF059621.D

Acq On 23 Jul 2018 18:36

Operator : VA/AP

Sample - J4099-01

Misc : 4.199/5mL/MSVOA_F/SOIL

ALS Vial : 92 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F072318S .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]

unknown15.17 15.17 5.7 ug/Il 59497 4 12.62 517929 50.0
unknown15.45 15.45 7.4 ug/l 76820 4 12.62 517929 50.0
unknownl15.88 15.88 14.7 ug/I1 152353 4 12.62 517929 50.0
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