LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF031617\
Data File : BF093716.D
Aca On : 16 Mar 2017 19:51 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 12258-01 GRINNELL-TOPSOIL
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:\HPCHEM1I\BNA F\METHODS\8270-BF030717.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.207 200 203 213 rBv4 12243 56199 1.10% 0.120%
2 4.836 256 258 276 rBVY 1873402 3212746 62.60% 6.869%
3 5.293 295 298 321 rBVY 3488031 5108615 99.54% 10.923%
4 5.693 331 333 342 rBV 115758 208148 4_.06% 0.445%
5 6.356 388 391 399 rBVY 4078628 5132163 100.00% 10.973%
6 6.470 399 401 403 rBVY 3723111 4786632 93.27% 10.235%
7 6.687 419 420 428 rBV 768014 1116481 21.75% 2.387%
8 6.847 432 434 446 rBV 3688489 3720629 72.50% 7 .955%
9 7.270 469 471 485 rBV 2965119 3206097 62.47% 6.855%
10 7.990 531 534 546 rVB 1095532 1434113 27.94% 3.066%

11 9.065 625 628 631 rBV 4675423 4839089 94.29% 10.347%
12 9.465 661 663 666 rBv 439349 471833 9.19% 1.009%
13 9.739 684 687 690 rBV 1595216 1638463 31.93% 3.503%
14 10.162 723 724 726 rVB 79637 103619 2.02% 0.222%
15 10.379 740 743 747 rBV 39853 77162 1.50% 0.165%

16 10.528 754 756 759 rBV2 2149732 2623727 51.12% 5.610%
17 10.642 764 766 770 rVB 145128 206330 4.02% 0.441%
18 11.088 802 805 806 rBvV 102036 114336 2.23% 0.244%
19 11.225 815 817 819 rBV 1359222 1656592 32.28% 3.542%
20 11.762 861 864 870 rBv2 52503 119852 2.34% 0.256%

21 12.802 952 0955 958 rBV 3875581 3924836 76.48% 8.392%
22 13.740 1030 1037 1043 rBV6 29189 142827 2.78% 0.305%
23 13.854 1045 1047 1058 rVB 1161547 1356581 26.43% 2.901%
24 14.665 1116 1118 1121 rVB 49663 51517 1.00% 0.110%
25 14.905 1135 1139 1142 rBV2 92419 121478 2.37% 0.260%

26 15.248 1167 1169 1180 rVB 568469 1023382 19.94% 2.188%
27 15.614 1198 1201 1206 rVB 99407 158305 3.08% 0.338%

28 16.048 1236 1239 1246 rVB2 35755 77697 1.51% 0.166%
29 16.563 1280 1284 1288 rBV 37586 79640 1.55% 0.170%
Sum of corrected areas: 46769089
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\Data\BF031617\

BF093716.D

16 Mar 2017 19:51

SJ/MA

12258-01

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

GRINNELL-TOPSOIL
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF031617\

Data File : BF093716.D

Aca On : 16 Mar 2017 19:51

Operator : SJ/MA

a?ggle i 12258-01 GRINNELL-TOPSOIL
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.84 57.55 ng 3212750 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 tert-Butyl carbamate 117 C5H11NO2 004248-19-5 9

Abundance Scan 258 (4.836 min): BF093716.D (-256) (-) m/z 43.05 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
e Bl Sl e 88 | 77 789.10  56.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20
m/z 58.10 16.16%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
4.60 4.80 5.00 5.20
5000 41 m/z 101.10 15.91%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- ST
509 4.60 4.80 5.00 5.20
m/z 41.05 8.83%
5000
a1 101
15 ! 3\1 il 53\\\“ 69 83
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20

8270-BF030717.M Fri Mar 17 07:50:41 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF031617\

Data File : BF093716.D

Aca On : 16 Mar 2017 19:51

Operator : SJ/MA

a?ggle i 12258-01 GRINNELL-TOPSOIL
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4

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

5.69 3.73 ng 208148 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 49
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 28
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 17
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 16

Abundance Scan 333 (5.693 min): BF093716.D (-331) (-) m/z 43.05 100.00%
43 7
5000
55 100 115 540 560 580 600
el 84 L 88 92 8 | “m/z 73.10 91.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000
540 5.60 5.80 6.00
115 m/z 41.10 13.24%
2 g7, % e | 8 100 7
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
540 5.60 5.80 6.00
5000 58 m/z 115.10 11.00%
15
51
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- A .
43 540 5.60 5.80 6.00
100 m/z 39.10 8.09%
5000
115
29 37 || 515861 798501 | 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF031617\

Data File : BF093716.D

Aca On : 16 Mar 2017 19:51

Operator : SJ/MA

a?ggle i 12258-01 GRINNELL-TOPSOIL
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.47 Concentration Rank 1

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

6.47 85.75 ng 4786630 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 401 (6.470 min): BF093716.D (-399) (-) m/z 132.05 100.00%
132
5000 68
40 | 6 620 640 6.60 680
54 75 104 . . . .
e e Ol e Lt s Ml Tm/z 68.10  38.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.10 33.77%
b1 | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 25.19%
41 97
53 2 117
34 60 89 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.10 14.82%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 15 25 §0 Jo 55 eb fo 85 gb 160 110 150 1§0 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF031617\

Data File : BF093716.D

Aca On : 16 Mar 2017 19:51

Operator : SJ/MA

a?ggle i 12258-01 GRINNELL-TOPSOIL
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.64 2.49 ng 206330 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 766 (10.642 min): BF093716.D (-764) (-) m/z 57.10 100.00%
57
5000 g5
3 113 10.40 10.60 10.80 11.00
...,....‘,...I,.J:.,-.-...'-',..4.,...1.‘,‘.0...,....1,5??..,.... e || M7z 4310 63.44%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #107652: Eicosane
57
5000 LN SRR UL UL SN
85 10 40 10 60 10. 80 11. oo
29 m/z 71.10 59.06%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance
57
"' 10.40 10.60 10.80 11.00
5000 P m/z 85.10 35.72%
29

113 141 169 197 225 253 281 309 338

mﬁw‘wﬁrwwwﬁwﬁwﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64571: Pentadecane e R AR R
57 10.40 10.60 10.80 11.00

m/z 41.10 28.06%

5000 85

29

113 141 169 212

b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF031617\

Data File : BF093716.D

Aca On : 16 Mar 2017 19:51

Operator : SJ/MA

a?ggle i 12258-01 GRINNELL-TOPSOIL
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.11 ng 142827 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 83
2 1-Tetracosanol 354 C24H500 000506-51-4 80
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 80
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 80
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 80
Abundance Scan 1037 (13.740 min): BF093716.D (-1030) (-) m/z 83.10 100.00%
7 83
5000 11
3 207 230 281 13.40 13.60 13.80 14.00
m/z 57.10 97 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152927: Trichloroacetic acid, hexadecy! ester

69

13.I40 13.I60 13.I8O 14.00
m/z 55.10 93.92%

5000

125
153 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
A RREE R RAREE
13.40 13.60 13.80 14.00
5000 83 m/z 69.10 93.92%
18 111
66 140 168 196 238 266 308 336
mﬁrmmmﬁm‘m‘wrmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester e e A B
43 13.40 13.60 13.80 14.00
m/z 97.05 77.53%
69
5000

[

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF031617\

Data File : BF093716.D

Aca On : 16 Mar 2017 19:51

Operator : SJ/MA

a?ggle i 12258-01 GRINNELL-TOPSOIL
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.37 ng 121478 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Nonacosane 408 C29H60 000630-03-5 87
Abundance Scan 1139 (14.905 min): BF093716.D (-1135) (-) m/z 57.10 100.00%
57
5000 85 \/_A¢/L¢,¢‘A',A&,\_\v“vj\_‘Nd
UL 11 160 1070 2 1460 1480 15,00 1520
SN 0 Y Pt L . m/z 71.10  60.50%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 LRI DU U B
85 14.60 14.80 15.00 15.20
29 m/z 43.10 49 .58%
7| L || (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o 14.60 14.80 15.00 1520
5000 m/z 85.10 44 .58%
29
13 141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #123100: Pentadecane, 8-heptyl- e R
57 14.60 14.80 15.00 15.20
m/z 55.00 18.38%
5000 85
29 113 210
e b T 60 T 230266 309
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF031617\

Data File : BF093716.D

Aca On : 16 Mar 2017 19:51

Operator : SJ/MA

a?ggle i 12258-01 GRINNELL-TOPSOIL
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.61 3.09 ng 158305 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 1201 (15.614 min): BF093716.D (-1198) (-) m/z 57.10 100.00%
57 h
5000 85
113 15.20 15.40 15.60 15.80 16.00
141
A e a7 m/z 71.10 61.98%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 AR AR BN NN
mmmmmmmmmm
29 m/z 43.10 54 _07%
L .‘ I ‘\1%3‘1“‘1|‘,1§9, , |21\° 239266309
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 42 .66%
29 113
141 169 197 225 253 281 311337 367 410435
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #142112: Pentacosane
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 18.99%
5000 85 ~M}\MAM\J\w/x\mﬁwA
113
29| | | | |77, 4t 169 211 239 267 295 323 352
miz--> 0 éo 160 1éo 260 250 360 3%0 460 1520 1540 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\Data\BF031617\

Data File : BF093716.D

Acq On : 16 Mar 2017 19:51

Operator : SJ/MA

a?ggle i 12258-01 GRINNELL-TOPSOIL
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.84 57.5 ng 3212750 1 6.70 1116480 20.0
2-Pentanone, 4-me... 5.69 3.7 ng 208148 1 6.70 1116480 20.0
unknown6 .47 6.47 85.8 ng 4786630 1 6.70 1116480 20.0
Eicosane 10.64 2.5 ng 206330 4 11.23 1656590 20.0
Trichloroacetic a... 13.74 2.1 ng 142827 5 13.85 1356580 20.0
Octacosane 14.91 2.4 ng 121478 6 15.26 1023380 20.0
Pentadecane, 8-he... 15.61 3.1 ng 158305 6 15.26 1023380 20.0
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