LSC Area Percent Report

Data Path :

Data File : VD059646.D

Aca On : 31 Jul 2018 4:22
Operator : VA/AP

Sample - J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL
ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: RTEINT.

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title : SW846 8260
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 4._.536 428 438 457 rBvV
2 5.726 545 559 582 rVB
3 6.316 598 619 623 rBvV
4 6.690 651 657 664 rBvY
5 7.369 717 726 727 rVV
6 7.438 729 733 737 rVV
7 7.517 737 741 752 rVB
8 7.694 752 759 773 rVB3
9 8.008 773 791 796 rBV2
10 8.195 796 810 819 rvB2
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P

peak
heiaht
2230716
4112393
6318122

201012
1993547

3073759
2217773

247504
5707793
6276670

1463435
6090739
268718
402160
620142

3954481
250171
595529

1461395
608247

257191
1011407
1300496
4483733
5765261

5468414
283649
1914798
4509122
595762

2969770
910505
432179

7142778

2018

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O73018\

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

corr.
area
8371074
17803042
44155451
507683
6655527

10676193
6819605
1067446

42890919

39627241

3818712
32781373
648812
1161998
1903119

11952795
605445
1664757
5370121
1512767

506049
3211645
4174193

23996923
19707473

17529145
589648
4569928
17200852
1317491

7815794
2923528
811185
33500948

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S .M

corr.
% max.
18.96%
40.32%
100.00%

1.15%
15.07%

24 _.18%
15.44%
2.42%
97 .14%
89.74%

8.65%
74 .24%
1.47%
2.63%
4_.31%

27.07%
1.37%
3.77%

12.16%
3.43%

1.15%
7.27%
9.45%
54 _35%
44 _63%

39.70%
1.34%
10.35%
38.96%
2.98%

17.70%
6.62%
1.84%

75.87%

7.769%
0.089%
1.171%

1.879%
1.200%
0.188%
7.547%
6.973%

0.672%
5.768%
0.114%
0.204%
0.335%

2.103%
0.107%
0.293%
0.945%
0.266%

0.089%
0.565%
0.734%
4.222%
3.468%

3.084%
0.104%
0.804%
3.027%
0.232%

1.375%
0.514%
0.143%
5.895%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD0O73018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE
Smoothing : ON

: Filtering: 5
Sampling :© 1

Min Area: 3 % of largest Peak

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

0.2

Peak separation: 5

Method
Title

35

36
37
38
39
40

41
42
43
44
45

46
47
48
49
50

51
52
53
54
55

56
57
58
59
60

61
62
63
64

12.120

12.179
12.219
12.278
12.396
12.445

12.534
12.583
12.652
12.750
12.839

12.907
12.966
13.025
13.144
13.193

13.301
13.350
13.448
13.488
13.517

13.626
13.694
13.793
13.852
13.901

13.999
14.078
14137
14.206

Max Peaks: 100
Peak Location: TOP

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D072418S .M
SW846 8260

1204 1209

1210 1215
1217 1219
1224 1225
1229 1237
1239 1242

1247 1251
1253 1256
1258 1263
1269 1273
1277 1282

1287 1289
1292 1295
1297 1301
1308 1313
1315 1318

1326 1329
1331 1334
1340 1344
1346 1348
1349 1351

1359 1362
1366 1369
1376 1379
1381 1385
1389 1390

1398 1400
1404 1408
1412 1414
1419 1421

1210

1217
1224
1229
1239
1247

1253
1258
1269
1277
1287

1292
1297
1303
1315
1323

1331
1340
1346
1349
1357

1366
1371
1381
1389
1394

1404
1412
1417
1426

Sum

rBv

rvB
rvB
rvB3
rBv4
rvB

rBv4
rBv
rvB2
rBv
rBv2

rBv2
rBv
rBv
rvv2
rvv2

rvv
rvv2
rvv3
rvv
rvv

rvva3
rvB3
rvva2
rvv4
rvva2

rvv

rvv2
rvv4
rvv2

3484736

2304817
3558659
1201245
4914197
3396114

2766062
1912361
5254652
3585492
5607651

1023725
2426577
4132182
2337381
4753131

2914080
3391904
1418805
1565432
3360148

1665268
1256208
2036214
2971148

965733

675143
525504
218093
281671

8767857

4784285
7118650
1473507
16232484
7110676

6911205
3628941
16970876
8772790
17462148

1647765
4742982
11574536
6694622
14247556

5249422
7452320
3769296
2495928
7042666

3583398
2059944
4298613
10109823
2199921

1399245
1541229
523204
604268

of corrected areas:
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19.86%

10.84%
16.12%

3.34%
36.76%
16.10%

15.65%

8.22%
38.43%
19.87%
39.55%

3.73%
10.74%
26.21%
15.16%
32.27%

11.89%
16.88%
8.54%
5.65%
15.95%

8.12%
4.67%
9.74%
22 .90%
4.98%

3.17%
3.49%
1.18%
1.37%

568319039

1.543%

0.842%
1.253%
0.259%
2.856%
1.251%

1.216%
0.639%
2.986%
1.544%
3.073%

0.290%
0.835%
2.037%
1.178%
2.507%

0.924%
1.311%
0.663%
0.439%
1.239%

0.631%
0.362%
0.756%
1.779%
0.387%

0.246%
0.271%
0.092%
0.106%
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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\VD073018\
VD059646 .D
31 Jul 2018
VA/AP
J4218-07
7.00a/5ml/MSVOA D/SOIL

24 Sample Multiplier: 1

4:22

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

Quant Title

TIC Library

: SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VD059646.D

04—
Time--> 1.00

T T
3.50 4.00

5.73
4.54
T T T I T T T T T T T T
4.50 5.00 5.50 6.00

6.32

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

o) s VAN

TIC: VD059646.D

8.75

9.48

7.44

10.8
9.93 10.69
1 &% 10.44
9.76 :
L&Ql ; 9.60 20

10.93
11.15

11.39

T T
9.50 10.00

=
10.50

T
11.00

T
11.50

Abundance
7000000
6000000
5000000
2,
4000000
3000000
2000000

1000000

TIC: VD059646.D

Time-->

O———

12.50

-
13.00

™1
16.50

17.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 1 Hexane, 2,2-dimethyl- Concentration Rank 1

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

6.32 4348.72 ug/l 44155500 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 78
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 74
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 64
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 56
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50

Abundance Scan 619 (6.316 min): VD059646.D (-598) (-) m/z 57.15 100.00%
57 j
5000 41
99 6.00 6.20 6.40 6.60
...,....,....,....,....|i.-|..?P.'.'..',..‘??,.7.4..,5.‘.3..?%...-,....,....,. m/z 41.00 43.65%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000
6.00 6.20 6.40 6.60
29 A ‘ m/z 56.05 39.60%
235 ] e ), 69 77ee 9w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
6.00 6.20 6.40 6.60
5000 " m/z 43.05 23.23%
29
15 L] LI i 69 83 9\9
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Pentane, 2,2,4-trimethyl-
57 6.00 6.20 6.40 6.60
m/z 39.00 16.75%
5000
41
29
1 “ 50 | 71 83 99
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 Hexane, 2,5-dimethyl- Concentration Rank 7

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

7.37 655.48 ug/l 6655530 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 87
2 Heptane. 2-methvl- 114 C8H18 000592-27-8 52
3 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 43
4 2-l1sopropvl-4H-oxazol-5-one 127 C6HONO2 1000190-01-9 43
5 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 43

Abundance Scan 726 (7.369 min): VD059646.D (-717) (-) m/z 57.15 100.00%
43 97
5000
71 99
| || 85 | e 7.00 7.20 7.40 7.60 7.80
S — RS v N m/z 43.05 93.57%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7639: Hexane, 2,5-dimethyl-
43
57
/
5000 U A U AN
7.00 7.20 7.40 7.60 7.80
27 7 99 m/z 41.05 74.63%
s, 15 |J 1l . 85 | 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7627: Heptane, 2-methyl-
43
57
7.00 7.20 7.40 7.60 7.80
5000 m/z 39.00 35.27%
29
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12702: Heptane, 3,5-dimethyl-
57 7.00 7.20 7.40 7.60 7.80
m/z 42.05 32.98%
5000
43
29 ‘ 71 99
15 | .,y 83 | 113 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 Heptane, 4,4-dimethyl- Concentration Rank 4

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

7.44 1051.46 ug/l 10676200 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4.4-dimethvl- 128 C9H20 001068-19-5 53
2 Pentane. 3-ethvl-3-methvl- 114 C8H18 001067-08-9 50
3 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 50
4 Hexane. 2-methvl- 100 C7H16 000591-76-4 50
5 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 50

Abundance Scan 733 (7.438 min): VD059646.D (-729) (-) m/z 43.05 100.00%
a3 85
56
5000 A
70 UL RIS I L L
|| 28 | o5 1s 7.20 7.40 7.60 7.80
"W””I””P'”P“W'lﬂ”'m””I”LP'”P”'P”W'“W”'W”“I' m/z 85.10 87 .35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12696: Heptane, 4,4-dimethyl-
a3
85
5000 UL NI UL L L
57 7.20 7.40 7.60 7.80
27 - m/z 41.05 56 .18%
. L ! , 99 113 108
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7669: Pentane, 3-ethyl-3-methyl-
43
85 7.20 7.40 7.60 7.80
5000 m/z 56.15 53.54%
29 57
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19211: Heptane, 3,4,5-trimethyl- Rl aamaas e s e
43 7.20 7.40 7.60 7.80
m/z 57.15 52 .60%
85
5000 57
29 ‘ 69
‘ AL || 77 98 113 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 Pentane, 2,2,4-trimethyl- Concentration Rank 6

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

7.52 671.64 ug/l 6819610 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
2 Pentane. 2.2.3-trimethvl- 114 C8H18 000564-02-3 64
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 40
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 40
5 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 38

Abundance Scan 741 (7.517 min): VD059646.D (-737) (-) m/z 57.15 100.00%
g7 é
5000 41
7.20 7.40 7.60 7.80
e 20l 87 88 9 m/z 56.15  60.22%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7664: Pentane, 2,2,4-trimethyl-
g7
5000 LA AL I I I
41 720 7.40 7.60 7.80
29 m/z 41.05 40.72%
99
...,....,.1.?.,...I.h....',:‘..?P..I.:,.6.4..7%...,??..,....',....,1.1?:. .
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7662: Pentane, 2,2,3-trimethyl-
57
7.20 7.40 7.60 7.80
5000 m/z 39.05 13.13%
41
29
...,'f-‘...,.1.?.,...h‘,....w,.‘...,..u,...‘?,9..7.?,.‘??.,...??....1,4%..,.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1824: Pentane, 3-methyl-
57 7.20 7.40 7.60 7.80
m/z 43.05 8.08%
41
5000 29 ///»
15 I so) 7 e I\
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 720 7.40 7.60 780
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 Pentane, 2,3,4-trimethyl- Concentration Rank 2

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

8.01 4224.18 ug/1 42890900 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 90
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Butane. 1-bromo-3-methvl- 150 C5H11Br 000107-82-4 56
4 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 45
5 Pentane, 2-nitro- 117 C5H11NO2 004609-89-6 45

Abundance Scan 791 (8.008 min): VD059646.D (-773) (-) 43.05 100.00%

43
5000 71
55

|| || 83 97 114 7.60 7.80 8.00 8.20 8.40
A LA LA KA ALY LR A AL AR NARA RABAY AR RARAS AL MAAA BARA MAARI & m/z 71.10 42.43%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7654: Pentane, 2,3,4-trimethyl-
43
71

5000 e
7.60 7.80 8.00 820 8.40

»7 ‘ 55 m/z 70.05 37.53%
I

s | ‘ 83 114
e e et e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110120 130 140 150
Abundance #3981: Pentane, 3-ethyl-
43

7.60 7.80 8.00 8.20 8.40

5000 70 m/z 41.00 37.44%
29
55
y a5 || & 100
T T T T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24072: Butane, 1-bromo-3-methyl-
43 7.60 7.80 8.00 8.20 8.40

m/z 55.05 18.75%

5000 55 71

15 M 82 93 107 121 135 150

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 Pentane, 2,3,3-trimethyl- Concentration Rank 3

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

8.20 3902.75 ug/1l 39627200 1,4-Difluorobenzene 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 78
2 Heptane. 3.4-dimethvl- 128 C9H20 000922-28-1 74
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 59
4 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 59
5 Octane 114 C8H18 000111-65-9 50

Abundance Scan 810 (8.195 min): VD059646.D (-796) (-) m/z 43.05 100.00%
43 i\ j
5000 57 70
85
| | 28 | 99 114 7.80 8.00 8.20 8.40 8.60
e e o e e e || M7z 41.05 42550
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 /j ij i
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.80 8.00 8.20 8.40 8.60
27 85 m/z 57.05 36.86%
'”I%"'P%?'P"'I”'th"l“l'l"”H'"'P:"I”'%?”"l}ﬁ'l'”'l"”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12682: Heptane, 3,4-dimethyl-
43
57
70 7.80 8.00 8.20 8.40 8.60
5000 m/z 70.05 36.05%
29 85
99
SRR Y B T N
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7645 Hexane, 3,3—dimethy|— | NS LI L L L B
43 7.80 8.00 8.20 8.40 8.60
m/z 71.10 32.21%
71
5000 57 85 j//*ﬂ\//””\\
29
“'P'”I}?I”Jm'”'U“'Pjhl””\“'W'MW'”%?'”P'”I”“I”” R SRR R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 Octane, 2,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.03 1016.56 ug/Il 33500900 1,4-Dichlorobenzene-d4 12.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.2-dimethvl- 142 C10H22 015869-87-1 72
2 Octane. 2.2.6-trimethvl- 156 C11H24 062016-28-8 72
3 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 64
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 64
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 64
Abundance Scan 1200 (12.032 min): VD059646.D (-1187) (-) m/z 57.15 100.00%
57
5000 41
71
85 g3 11.80 12.00 12.20 12.40
113 141 156
'”P”W””P”l””PJW””P”W”hP”H””P”W””'”W””P”W”' m/z 56.10 46.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19184: Octane, 2,2-dimethyl-
57
5000 41
11.80 12.00 12.20 12.40
29 71 m/z 41.05 43.26%
85
15 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28446: Octane, 2,2,6-trimethyl-
57
' 11:80 12,00 12,20 12.40
5000 m/z 43.05 37.02%
43
29 71
o ‘ ® 99 g 141
m/z--> 10 20 30 40 50 éo fo 80 90 160 110 120 130 140 150 160
Abundance #12687: Heptane, 2,2-dimethyl- A RERRE R aes e
57 11.80 12.00 12.20 12.40
m/z 71.10 19.09%
5000
41
29 -
ety A 88 9T 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 Nonane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.40 492.56 ug/Il 16232500 1,4-Dichlorobenzene-d4 12.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 90
2 Nonane. 2.3-dimethvl- 156 C11H24 002884-06-2 87
3 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 86
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 80
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 80
Abundance Scan 1237 (12.396 min): VD059646.D (-1229) (-) m/z 43.05 100.00%
43 7
71
5000
85 RIS UL BN B
| || | % 112 127 141 156 12.00 12.20 12.40 12.60 12.80
Obrrprrrr et e bl et e apee e e e || M/z 57.05 93 .55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28437: Nonane, 2,6-dimethyl-
43 57 o,
5000
12.00 12.20 12.40 12.60 12.80
m/z 71.10 75 .49%
29 85 113
i , , 197 10 127 141 156
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28439: Nonane, 2,3-dimethyl-
43 5 7
12.00 12.20 12.40 12.60 12.80
5000 m/z 41.05 58.90%
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28447: Octane, 2,3,6-trimethyl- B Ea e
5 7 12.00 12.20 12.40 12.60 12.80
43 m/z 85.10 20.32%
5000
29 113
SRS S OO - N 0 T O -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 Decane, 2,2,7-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.65 514.97 ug/Il 16970900 1,4-Dichlorobenzene-d4 12.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.2.7-trimethvl- 184 C13H28 062237-99-4 78
2 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 78
3 Octane. 2.2.6-trimethvl- 156 C11H24 062016-28-8 78
4 Tetradecane. 2.2-dimethvl- 226 C16H34 059222-86-5 78
5 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 78
Abundance Scan 1263 (12.652 min): VD059646.D (-1258) (-) m/z 57.05 100.00%
g7
5000
41
85 12140 12/60 12.80 13.00
68 99 113 126 155
'W””P”h“”Pm“””P“W”hP”ﬁ””PhW””P”W””P“W“”P”' m/z 56.05 52.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #48901: Decane, 2,2,7-trimethyl-
g7
5000 LI UL SURRURN SR SR
12.40 12,60 12.80 13.00
43 m/z 41.05 32.27%
29 [
. . | 99 ]_]_3 127 169
m/z--> 20 30 40 50 eb 70 80 90 100 110 120 130 140 150 160 170
Abundance #19209: Heptane, 2,2,4-trimethyl-
57
12140 12/60 12.80 13.00
5000 m/z 43.05 22 . 47%
43
71
85
LA LALEA RARAS AARL RAARN KRAR) RRARY RARM ”97'”'P'”P%%Z“'W'”'P'”I”'W'”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28446: Octane, 2,2,6-trimethyl- B  ERRAmEE T
57 12.40 12.60 12.80 13.00
m/z 85.10 9.39%
5000
43
29
'w"““'“'lﬁ"v“'w"“ik“'lffw"g?'“4%%'w"“ “'%ﬁ%'ﬁ"”l'”'l”" HEESA SN SUNILR SRR SN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD073018\
Data File : VD059646.D

Aca On 31 Jul 2018 4:22

Operator : VA/AP

Sample : J4218-07

Misc : 7.00a/5ml/MSVOA D/SOIL

ALS Vial : 24 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 Tridecane, 6-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.84 529.87 ug/Il 17462100 1,4-Dichlorobenzene-d4 12.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 78
2 Hexadecane 226 C16H34 000544-76-3 72
3 Octane. 3-ethvl-2.7-dimethvl- 170 C12H26 062183-55-5 64
4 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 64
5 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 53
Abundance Scan 1282 (12.839 min): VD059646.D (-1277) (-) m/z 57.05 100.00%
57
43
5000
0 111 127 1260 1280 13,00 1320
155 m/z 43.05 58.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59895: Tridecane, 6-methyl-
57
43
5000 71 LRI SN BN RN SR
12/60 12.80 13.00 13.20
29 85 93 126 m/z 41.05 47 .22%
15 J [ 113 | 140 154 169 183 198
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 Y
12/60 12.80 13.00 13.20
5000 n m/z 71.10 44.30%
85
29
‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220
Abundance #38356: Octane, 3-ethyl-2,7-dimethyl- e
43 12.60 12.80 13.00 13.20
57 m/z 85.10 22 .33%
5000 [
85

29
1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13 20

i ‘ 98 111 126 141
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD0O73018\
Data File : VD059646.D

Acq On 31 Jul 2018 4:22

Operator : VA/AP

Sample - J4218-07

Misc : 7.00g/5ml/MSVOA_D/SOIL

ALS Vial : 24 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]
Hexane, 2,2-dimet... 6.32 4348.7 ug/1 44155500 2 6.69 507683 50.0
Hexane, 2,5-dimet... 7.37 655.5 ug/l 6655530 2 6.69 507683 50.0
Heptane, 4,4-dime... 7.44 1051.5 ug/1 10676200 2 6.69 507683 50.0
Pentane, 2,2,4-tr... 7.52 671.6 ug/l 6819610 2 6.69 507683 50.0
Pentane, 2,3,4-tr... 8.01 4224.2 ug/1 42890900 2 6.69 507683 50.0
Pentane, 2,3,3-tr... 8.20 3902.8 ug/l1 39627200 2 6.69 507683 50.0
Octane, 2,2-dimet... 12.03 1016.6 ug/l1 33500900 4 12.92 1647770 50.0
Nonane, 2,6-dimet... 12.40 492.6 ug/l 16232500 4 12.92 1647770 50.0
Decane, 2,2,7-tri... 12.65 515.0 ug/l1 16970900 4 12.92 1647770 50.0
Tridecane, 6-methyl- 12.84 529.9 ug/l 17462100 4 12.92 1647770 50.0
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