LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO073118\
Data File : VD059660.D

Aca On 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 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 D\METHOD\82D072418S.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 1.225 97 102 117 rVwVv 44628 159028 100.00% 16.770%
2 5.524 536 539 543 rBB 4449 8910 5.60% 0.940%
3 5.622 546 549 554 rBB2 2657 7072 4 _.45% 0.746%
4 5.996 584 587 591 rBB 5367 9408 5.92% 0.992%
5 6.665 652 655 660 rBB 4503 8960 5.63% 0.945%
6 8.692 857 861 865 rBB 6668 13980 8.79% 1.474%
7 9.469 936 940 947 rBV 2266 7771 4 .89% 0.819%
8 10.669 1059 1062 1066 rBB 9686 16768 10.54% 1.768%
9 11.918 1187 1189 1192 rBB 10952 13764 8.66% 1.451%
10 12.095 1204 1207 1210 rBB 1148 2215 1.39% 0.234%
11 12.892 1286 1288 1291 rBB 13283 17138 10.78% 1.807%
12 13.669 1364 1367 1368 rBB 1571 1862 1.17% 0.196%
13 13.778 1375 1378 1379 rVB 1453 2136 1.34% 0.225%
14 13.817 1379 1382 1383 rBv2 4738 6184 3.89% 0.652%
15 13.915 1387 1392 1394 rVB 2647 5816 3.66% 0.613%
16 13.984 1394 1399 1402 rBvV2 5112 10578 6.65% 1.115%
17 14.043 1402 1405 1406 rBv2 2146 3618 2.28% 0.382%
18 14.092 1406 1410 1413 rBVvV4 3306 7747 4.87% 0.817%
19 14.151 1413 1416 1418 rBvV 10672 13369 8.41% 1.410%
20 14.201 1418 1421 1425 rVB4 9039 18303 11.51% 1.930%
21 14.269 1425 1428 1430 rVB3 4145 6156 3.87% 0.649%
22 14.338 1430 1435 1436 rBv4 4525 11119 6.99% 1.173%
23 14.378 1436 1439 1440 rBV3 2883 4410 2.77% 0.465%
24 14.437 1442 1445 1448 rVB3 14245 20099 12.64% 2.119%
25 14.486 1448 1450 1451 rVB2 2776 2320 1.46% 0.245%
26 14.545 1451 1456 1459 rBV3 23810 47129 29.64% 4_.970%
27 14.584 1459 1460 1462 rVV2 6831 11169 7.02% 1.178%
28 14.614 1462 1463 1467 rVB4 12223 18601 11.70% 1.962%
29 14.683 1467 1470 1473 rBV3 11005 18747 11.79% 1.977%
30 14.761 1475 1478 1479 rBV3 9557 14660 9.22% 1.546%
31 14.801 1479 1482 1484 rVB2 13751 23963 15.07% 2.527%
32 14.840 1484 1486 1490 rBV3 8217 21203 13.33% 2.236%
33 14.909 1491 1493 1495 rVB2 7127 8654 5.44% 0.913%
34 14.958 1495 1498 1500 rBV3 8584 15004 9.43% 1.582%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VDO073118\
Data File : VD059660.D

Aca On 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 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_D\METHOD\82D072418S .M

Title : SW846 8260

35 15.017 1502 1504 1506 rVV3 8998 12665 7.96% 1.336%
36 15.076 1506 1510 1513 rVV5 10476 28350 17.83% 2.990%
37 15.194 1521 1522 1525 rBV3 32961 53566 33.68% 5.649%
38 15.243 1525 1527 1530 rVV3 16829 38337 24.11% 4.043%
39 15.361 1532 1539 1541 rVv4 27131 84743 53.29% 8.936%
40 15.401 1541 1543 1544 rVV 11847 17855 11.23% 1.883%
41 15.440 1544 1547 1551 rVV5 13567 36016 22.65% 3.798%
42 15.548 1554 1558 1561 rVV3 18147 30366 19.09% 3.202%
43 15.666 1568 1570 1575 rVB5 7304 18060 11.36% 1.904%
44 15.745 1575 1578 1581 rBV3 4137 6891 4_.33% 0.727%
45 15.834 1586 1587 1591 rBV2 1577 2295 1.44% 0.242%
46 15.971 1597 1601 1605 rVB2 23354 38240 24.05% 4.032%
47 16.050 1605 1609 1612 rVV 2923 6546 4.12% 0.690%
48 16.099 1612 1614 1618 rVB2 1432 2500 1.57% 0.264%
49 16.217 1623 1626 1630 rVB 3524 5464 3.44% 0.576%
50 16.286 1630 1633 1637 rVB 5444 8547 5.37% 0.901%

Sum of corrected areas: 948302
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
VD059660.D

31 Jul 2018 18:19

VA/AP

J4228-01

5.00a/5ml/MSVOA D/SOIL

14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.M

Quant Title

TIC Library

SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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40000

30000

20000

10000

TIC: VD059660.D
23

6.00

04—
Time--> 1.

5.52
/\5.62
EAVAN

— T T - L
3.50 4.00 5.00 5.50 6.00

Abundance

40000

30000

20000

10000

TIC: VD059660.D

10.67 11.92

9.47
A

(e
Time-->

11.00

10.00

T
10.50

I Tl
9.00 9.50 11.50

Abundance

40000

30000

20000

10000

TIC: VD059660.D

15.19
15.36

15.97

12.89

6.086. 32
Al

NN
T

T T
17.00 17.50

16.50

82D072418S .M

Wed Aug 01 14:09:32 2018 Page: 3




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
Data File : VD059660.D

Aca On : 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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 2 unknownl4.54 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.54 137.50 ug/Il 47129 1,4-Dichlorobenzene-d4 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexanol. 1-methvl-4-(l-meth... 156 C10H200 021129-27-1 38
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S
3 1-Dodecanol. 3.7.11-trimethvl- 228 C15H320

4 Oxalic acid. allvl pentadecvl ester 340 C20H3604

5 Cyclohexanone, 2-(1-methyl-2-nit... 185 C9H15NO3

006750-34-1 22

019307-62-1 16

1000342-70-4 25

1000309-24-3 16

Abundance Scan 1455 (14.535 min): VD059660.D (-1451) (-) m/z 41.05 100.00%
a9 81
95
55
5000 149
123 166 N
| || | || | | 14.20 14.40 14.60 14.80
O m/z 81.00 83.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28341: Cyclohexanol, 1-methyl-4-(1-methylethyl)-
7
% J\f\
5000 41 55 B o N B
14.20 14.40 14.60 14.80
123 m/z 95.05  72.25%
27 | 138
R RARIEEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphonyl chloride
43 57
e
14.20 14.40 14.60 14.80
5000 m/z 38.95 54 _.61%
29 H
‘ |
RARAREEEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84610: 1-Dodecanol, 3,7,11-trimethy!- e
55 14.20 14.40 14.60 14.80
4 m/z 55.00 53.87%
71
5000 97
9 125
...,.‘ﬂ.‘,‘a..‘ . 140 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
Data File : VD059660.D

Aca On : 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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 3 unknownl14.80 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.80 69.91 ug/1 23963 1,4-Dichlorobenzene-d4 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentaneethanol. .beta..2.3-... 156 C10H200 021721-18-6 27
2 Carbonochloridic acid. decvl ester 220 C11H21CIO2 055488-51-2 27
3 3-Methvl-2-butenoic acid. 6-ethy... 240 C15H2802 1000279-22-7 25
4 2.6-Dimethvl-6-trifluoroacetoxvo... 254 C12H21F302 061986-67-2 16
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 14
Abundance Scan 1482 (14.801 min): VD059660.D (-1479) (-) m/z 55.05 100.00%
1 165
83
5000 97 111
125 137

‘ ‘ | ” 14.40 14.60 14.80 15.00 15.20
AR S | | S m/z 41.00 97.80%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28351: Cyclopentaneethanol, .beta.,2,3-trimethyl-
6
41
5000 LA B L L L L L L L L L
8l 96 14.40 14.60 14.80 15.00 15.20
0
29 100 123 m/z 69.05 95.43%
| |, 138 154
B A 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76990: Carbonochloridic acid, decyl ester
55
70 L
41
83 14.40 14.60 14.80 15.00 15.20
5000 97 m/z 165.10 89.75%
111
15 \\ | “M ‘ W‘ “\ H 121 140 155 169 185
L e e B e EEet
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #94173: 3-Methyl-2-butenoic acid, 6-ethyl-3-octyl ester
83 14.40 14.60 14.80 15.00 15.20
m/z 70.05 57.15%
5000
101
L \H \H Lo
IIIIIIIIIIII IIIIIII‘IIIIIIIIIIIIIIIIIIIII
m/z--> 20 80 100 120 140 160 180 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
Data File : VD059660.D

Aca On : 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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 4 unknownl5.08 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.08 82.71 ug/1 28350 1,4-Dichlorobenzene-d4 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Dodecen-1-vl acetate 226 C14H2602 035153-10-7 35
2 l1l-Heptadecvne 236 C17H32 026186-00-5 27
3 l1l-Hexadecvne 222 C16H30 000629-74-3 22
4 4-Cvclohexvl-1-butanol 156 C10H200 004441-57-0 14
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 14
Abundance Scan 1510 (15.076 min): VD059660.D (-1506) (-) m/z 95.05 100.00%
163 179
109
5000
125 14,80 15.00 15.20 15.40
R EE N BN S m/z 55.05 99.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #82771: 11-Dodecen-1-yl acetate
55 -
68
5000 96 LR UM SR BN B
14.80 15.00 15.20 15.40
29 109 o m/z 179.10 94 _.12%
15 ", | 188 157 166 183
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #90938: 1-Heptadecyne
g1
4t 55 67 14.80 15.00 15.20 15.40
5000 95 m/z 162.90 87 .35%
L
“‘. -‘N- . .‘H | Al "‘I M "I . .“‘. .:1-?.3. |1?7|| S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #79554: 1-Hexadecyne
g1 14.80 15.00 15.20 15.40
67 m/z 96.00 86.47%
41 55
5000 95
29 ‘ H 109
TI OTOO =< °
m/z--> 20 40 60 80 100 120 140 160 180 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
Data File : VD059660.D

Aca On : 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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 5 unknownl15.19 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.19 156.28 ug/Il 53566 1,4-Dichlorobenzene-d4 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 43
2 Dichloroacetic acid. dodecvl ester 296 C14H26CI1202 083005-01-0 43
3 n-Tetracosanol-1 354 C24H500 000506-51-4 38
4 1-Heneicosanol 312 C21H440 015594-90-8 38
5 1-Docosene 308 C22H44 001599-67-3 38
Abundance Scan 1522 (15.194 min): VD059660.D (-1521) (-) m/z 41.00 100.00%
Al g7
95
5000
U 121 191 LRI PRI BRI BRI B

14.80 15.00 15.20 15.40 15.60
m/z 55.00 94.03%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #203491: Oxalic acid, cyclobutyl heptadecyl ester
55
5000 | LI LN L L L L LB LB
14.80 15.00 15.20 15.40 15.60
71 m/z 57.05 83.86%
29
SN0 ' I NI~ S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #140731: Dichloroacetic acid, dodecyl ester
43 r
69 e e
14.80 15.00 15.20 15.40 15.60
5000 97 m/z 43.05 79.11%
2% J 113 140 168
PP P P T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e RAR mEEas S
57 83 14.80 15.00 15.20 15.40 15.60
m/z 71.10 61.77%
5000 4 e
139
19 h | ‘ L 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40 15.60

82D072418S.M Wed Aug 01 14:09:35 2018 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
Data File : VD059660.D

Aca On : 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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 6 unknownl5.24 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.24 111.85 ug/Il 38337 1,4-Dichlorobenzene-d4 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. methvl- 126 C9H18 001502-38-1 25
2 Bromoacetic acid. dodecvl ester 306 C14H27Bro02 003674-07-5 25
3 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 10
4 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 9
5 Quinuclidine 111 C7H13N 000100-76-5 9
Abundance Scan 1527 (15.243 min): VD059660.D (-1525) (-) m/z 41.00 100.00%
a o
79 93 151
5000
123
‘ 177 15.00 15.20 15.40 15.60
....,....,...' ,,,,,,, m/z 56.05 80.43%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #11532. Cyclooctane, methyl-
41 5b g9

2

5000
15.00 15. 20 15.40 15.60

m/z 111.00 73 .30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #149162: Bromoacetic acid, dodecyl ester
3 56
69
83 15.00 15.20 15.40 15.60
0
5000 29 97 m/z 108.95 67 .99%
RN H 1m0 18
el o s sz
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,... R N Ea T e S
56 70 15.00 15.20 15.40 15.60
m/z 67.00 62 .35%
41
5000
27
84 112
15 H ‘ b
R B o B L e R N Ea T e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.20 15. 40 15. 60

82D072418S.M Wed Aug 01 14:09:36 2018 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
Data File : VD059660.D

Aca On : 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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 7 unknownl5.36 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.36 247.24 ug/Il 84743 1,4-Dichlorobenzene-d4 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 001125-12-8 38
2 3-Heptvne. 5-methvl- 110 C8H14 061228-09-9 27
3 1.5-Hexadiene. 2.5-dipropvl- 166 C12H22 1000158-33-4 27
4 Bicvclol2.2.11hept-2-en-7-ol 110 C7H100 053783-87-2 27
5 6,9-Dimethyl-8,9-dihydro-7H-[1,2... 179 C7HIN50 959247-63-3 27
Abundance Scan 1539 (15.361 min): VD059660.D (-1532) (-) m/z 41.05 100.00%

5000

15.00 15.20 15.40 15.60
m/z 81.05 97.90%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #25346: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methylethyl)
41 81
68 110
5000 95 T TT T T[T T T T[T T T T[T TTT[T
55 15. 00 15 20 15.40 15.60
m/z 179.20 78.44%
124 4137 152
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #5927: 3-Heptyne, 5-methyl-
81
15.00 15.20 15.40 15.60
5000 o5 110 m/z 55.05 76.27%
41
53 7
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35182: 1,5-Hexadiene, 2,5-dipropyl- R ERRREEEEE
49 55 6 81 15.00 15.20 15.40 15.60
/ m/z 67.00 61.36%
5000
29 123
95 137
I PP
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 15. 00 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
Data File : VD059660.D

Aca On : 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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 8 unknownl5.44 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.44 105.08 ug/Il 36016 1,4-Dichlorobenzene-d4 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Oxabicvclol4.1.0Theptan-2-one.... 168 C10H1602 022841-82-3 27
2 1H-Imidazole. 2-ethvl-4-methvl- 110 C6H10N2 000931-36-2 18
3 Cvclopentene. 1-isopropvl-2.3-di... 138 C10H18 007712-73-4 10
4 Pvrazole-4-carboxaldehvde. 1-met... 110 C5H6N20 025016-11-9 10
5 R(-)-1-Cyano-2-methylpyrrolidine 110 C6H10N2 1000145-01-8 10
Abundance Scan 1547 (15.440 min): VD059660.D (-1544) (-) m/z 41.05 100.00%
1 179
109
55 95
5000 123
67 77 et
15.20 15.40 15.60 15.80
e e T ot m/z 179.10 92 .46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36511: 3-Oxabicyclo[4.1.0]heptan-2-one, 4,4,7,7-tetramethy!-
43 67 o5 109
5000
81 124 15.20 15.40 15.60 15.80
29 55 153 m/z 109.00 69.27%
133142 168
m/z--> 20 40 60 80 100 120 140 1éo 180
Abundance #5743: 1H-Imidazole, 2-ethyl-4-methyl-
95 109
' 15.20 15.40 15.60 15.80
5000 m/z 55.05 61.64%
54 o
28 42 82
..1.5,.‘l..‘i“..l“l,.l..,“...‘l,.‘l‘..,....,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16974: Cyclopentene, 1-isopropyl-2,3-dimethy!- R e RRRES EE L
95 15.20 15.40 15.60 15.80
m/z 95.05 60.31%
5000 81 123
41 67
55 ‘ 138
Mw\\m e |
m/z--> 40 60 80 100 120 140 160 180 15,20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
Data File : VD059660.D

Aca On : 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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 9 unknownl5.55 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.55 88.59 ug/1 30366 1,4-Dichlorobenzene-d4 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Iridomvrmecin 168 C10H1602 000485-43-8 14
2 8-Hexadecenal. 14-methvl-. (2)- 252 C17H320 060609-53-2 12
3 R(-)-1-Cvano-2-methvlpvrrolidine 110 C6H10N2 1000145-01-8 11
4 2-Bromopropionic acid. 1-(cvclop... 248 C10H17Br02 1000293-39-1 10
5 3,5-Octadiene, 4,5-diethyl- 166 C12H22 067652-84-0 10
Abundance Scan 1558 (15.548 min): VD059660.D (-1554) (-) m/z 193.15 100.00%
[«
=° 123 T
95
5000 81 | 109
137
|‘|| h | | | 15.20 15.40 15.60 15.80
' LI '...,....,....,....,........,....,....I m/z 41.05 94.26%

m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #36334: Iridomyrmecin

67 9
81

15.20 15.40 15.60 15.80
m/z 55.05 78.97%

5000

123 138 153 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104164: 8-Hexadecenal, 14-methyl-, (2)-
5 7l
41 R R e N EEE
83 15.20 15.40 15.60 15.80
5000 m/z 123.00 70.21%
97
111
2 HH M 149163177191205 234 252
R R e R AERAERREEE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5746: R(-)-1-Cyano-2-methylpyrrolidine
9% 15.20 15.40 15.60 15.80
a1 m/z 95.05 62.88%
5000 5 68 110
B SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073118\
Data File : VD059660.D

Aca On : 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.00a/5mI/MSVOA D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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 10 unknownl5.97 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.97 111.57 ug/Il 38240 1,4-Dichlorobenzene-d4 12.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octvne. 7-methvl- 124 C9H16 037050-06-9 27
2 2-Butvl-3-methvIl-5-(2-methvlprop... 222 C15H260 1000281-10-7 25
3 Spirolbicvclol3.1.1Theptane-2.2" ... 152 C10H160 006931-54-0 22
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 22
5 3-Dodecyne 166 C12H22 006790-27-8 16
Abundance Scan 1601 (15.971 min): VD059660.D (-1597) (-) m/z 41.00 100.00%
41
55 69 193
5000
15.60 15.80 16.00 16.20
e e m/z 193.15 78.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10628: 3-Octyne, 7-methyl-
41 6
109
95
5000 81
15.60 15.80 16.00 16.20
123 m/z 69.05 72 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79447: 2-Butyl-3-methyl-5-(2-methylprop-2-enyl)cyclohexanone
41 55 109
15.60 15.80 16.00 16.20
5000 69 m/z 55.00 71.62%
81 95
‘ ‘ ‘ 167
S O < O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25361: Spiro[bicyclo[3.1.1]heptane-2,2-oxrane], 6,6-dim... R REEa s I
67 15.60 15.80 16.00 16.20
41 m/z 66.95 60.00%
5000 55
27
: :.L.Sl .U. : i" : l“l‘ r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD073118\
Data File : VD059660.D

Acq On 31 Jul 2018 18:19

Operator : VA/AP

Sample : J4228-01

Misc : 5.009/5ml/MSVOA_D/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S.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]
unknownl14 .54 14.54 137.5 ug/1l 47129 4 12.90 17138 50.0
unknownl14 .80 14.80 69.9 ug/I 23963 4 12.90 17138 50.0
unknownl15.08 15.08 82.7 ug/l 28350 4 12.90 17138 50.0
unknown15.19 15.19 156.3 ug/1l 53566 4 12.90 17138 50.0
unknownl15.24 15.24 111.8 ug/1l 38337 4 12.90 17138 50.0
unknownl15.36 15.36 247 .2 ug/l 84743 4 12.90 17138 50.0
unknownl15.44 15.44 105.1 ug/1 36016 4 12.90 17138 50.0
unknownl15.55 15.55 88.6 ug/I 30366 4 12.90 17138 50.0
unknown15.97 15.97 111.6 ug/1l 38240 4 12.90 17138 50.0
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