LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acq On > 5 Nov 2016 3:58 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H5512-01 NCC61-TOPSOIL

ALS Vial : 40 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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 height area % max. total
1 1.778 7 8 46 rVB 2084166 5597763 100.00% 11.855%
2 4._853 275 277 285 rBVY 475024 711355 12.71% 1.507%
3 5.299 313 316 319 rBV 3111773 3220746 57.54% 6.821%
4 6.362 405 409 411 rBV 2493965 3602243 64.35% 7.629%
5 6.476 416 419 421 rBV 3373536 3671734 65.59% 7.776%
6 6.705 437 439 441 rBVY 995170 1021663 18.25% 2.164%
7 6.853 450 452 455 rBV 2101237 2619490 46.80% 5.548%
8 7.276 486 489 491 rBV 1759920 2108165 37.66%  4.465%
9 7.985 549 551 554 rBV 1092930 1308521 23.38% 2.771%
10 9.071 643 646 648 rBV 4249603 3691401 65.94% 7.818%
11 9.471 678 681 683 rBY 897517 853083 15.24% 1.807%
12 9.688 696 700 702 rBvV2 77069 90465 1.62% 0.192%
13 9.745 702 705 707 rBV 1486989 1475726 26.36% 3.125%
14 10.179 742 743 745 rVB 88999 95037 1.70% 0.201%
15 10.408 760 763 765 rBV 44805 63845 1.14% 0.135%

16 10.534 771 774 776 rBV 1738412 1864877 33.31% 3.950%
17 10.659 783 785 789 rBV 129587 190540 3.40% 0.404%

18 11.105 822 824 825 rBV 83456 81234 1.45% 0.172%
19 11.219 832 834 837 rBV 1111773 1096748 19.59% 2.323%
20 11.265 837 838 839 rvv 133543 96952 1.73% 0.205%

21 11.448 852 854 859 rBv4 56735 102012 1.82% 0.216%
22 11.905 892 894 899 rBV3 54877 107959 1.93% 0.229%

23 12.271 922 926 929 rBV5 19756 66597 1.19% 0.141%
24 12.374 932 935 938 rBvV2 39963 59028 1.05% 0.125%
25 12.431 938 940 942 rBV 65366 70215 1.25% 0.149%
26 12.477 942 944 946 rBV 224971 199114 3.56% 0.422%
27 12.602 950 955 956 rBV2 51534 94738 1.69% 0.201%
28 12.659 956 960 961 rBV 65441 96194 1.72% 0.204%

29 12.694 961 963 967 rVB 279226 299225 5.35% 0.634%
30 12.808 971 973 975 rBV 2967192 2612448 46.67% 5.533%

31 13.048 990 994 996 rBV3 53911 90553 1.62% 0.192%
32 13.242 1008 1011 1012 rBVZ2 66313 97060 1.73% 0.206%
33 13.711 1050 1052 1057 rBV 248700 325807 5.82% 0.690%
34 13.780 1057 1058 1062 rBVZ2 37291 74446 1.33% 0.158%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acq On > 5 Nov 2016 3:58 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : H5512-01 NCC61-TOPSOIL

ALS Vial : 40 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.860 1062 1065 1067 rBV 809750 1133745 20.25% 2.401%

36 14.340 1105 1107 1109 rBV 241003 307833 5.50% 0.652%
37 14.385 1109 1111 1114 rVB 238992 251935 4_50% 0.534%
38 14.694 1137 1138 1140 rBV 82816 108667 1.94% 0.230%
39 14.945 1157 1160 1164 rBV2 378321 667138 11.92% 1.413%
40 15.243 1183 1186 1189 rBVY 622994 788402 14.08% 1.670%

41 15.677 1221 1224 1226 rBVY 436306 774853 13.84% 1.641%
42 16.248 1272 1274 1281 rVB2 74055 192268 3.43% 0.407%
43 16.637 1306 1308 1311 rVB 101905 182516 3.26% 0.387%
44 16.843 1323 1326 1331 rVB2 130203 316265 5.65% 0.670%
45 17.094 1342 1348 1356 rBV3 310375 1314831 23.49% 2.785%

46 17.254 1359 1362 1365 rVB 154994 315902 5.64% 0.669%
47 17.460 1377 1380 1385 rBVY 191377 525033 9.38% 1.112%
48 17.563 1385 1389 1394 rVB3 283827 806347 14.40% 1.708%
49 17.803 1403 1410 1416 rBV3 262809 1069075 19.10% 2.264%
50 17.974 1422 1425 1430 rVB2 95854 259772 4.64% 0.550%

51 18.889 1501 1505 1511 rVB2 157815 445523 7.96% 0.944%

Sum of corrected areas: 47217089
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF110416\

BF091048.D

5 Nov 2016  3:58

UM/SsJ

H5512-01

40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M

Quant Title

TIC Library

TIC Integration Parameters:

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

NCC61-TOPSOIL

Abundance

4000000

3000000

1.78

2000000

1000000

TIC: BF091048.D

5.30

4.85

.

6.48

6.34

6.70

6.85

7.28

0
Time-->

3.50

4.00

4.50 5.00

5.50

6.

L
00 6.50

1
7.00

7.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF091048.D
07

10.53

7.98 11.22

101810, 4 1066 117 215 45 11.

12.81

2.6

91 12;@23 B v

13.04.3.24

0
Time-->

10. OO 10 50 11. OO 11. 50

12. 00

12.50

13.00 13. 50

Abundance

4000000

3000000

2000000

1000000

TIC: BF091048.D

15.68 17.09

16.6416.84

16.25

7165617.80
17.251 0 o7

18.89

Time-->

17.00 17.50

16.00 16.50

14.00 14.50

15.00 15.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\
Data File : BF091048.D

Acq On > 5 Nov 2016 3:58

Operator : UM/SJ

Sample : H5512-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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-hydroxy-4-me... Concentration Rank 9

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

4.85 13.93 ng 711355 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 277 (4.853 min): BF091048.D (-275) (-) m/z 43.10 100.00%
43
59
5000
101 S S
460 480 500 520
83
SN =S .. S — m/z 59.10 63.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 L L R R
460 480 500 520
59 101 m/z 101.10 22.01%
21 36, 51 H 67 7683 91 |
mz> 20 30 40 50 60 70 8 90 1060 110 120 130 140
Abundance
59
460 4.80 500 520
5000 m/z 58.10 16.98%
41
29 101
50 73 86
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T T ...
59 460 480 500 520
m/z 41.10 8.97%
5000 41
68
"I”"I"“H'L"P"'I'”'I"'W""I“"I"”I"'W'%?§I”"}4?'W ""I""I""I""I"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.48 Concentration Rank 2

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

6.48 71.88 ng 3671730 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 419 (6.476 min): BF091048.D (-416) (-) m/z 132.00 100.00%
5000 68
6 R B e
40 54 104 6.20 6.40 6.60 6.80
....,....;-:..“ﬁ....,‘?l.,....,..5.‘?,..!.,....,.1.1.5.,....,~'...,.. m/z 68.10 37.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR A L R
6.20 6.40 6.60 6.80
0,
31384451 78 m/z 134.00 34 .39%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 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 23.33%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 "
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R EERRSEE LTS
132 6.20 6.40 6.60 6.80
o m/z 96.10 15.06%
5000 0
31 44 60
'"'Ik"'l'l'ﬁw"'k""l"7FI'ﬁql"'al}Pﬁl'%}él""l“" T ISR LR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.69 5.28 ng 299225 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 97
2 2,2-Bis-(4-hyxroxyphenyl)-butane 242 C16H1802 000077-40-7 59
3 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 58
4 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 52
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 50
Abundance Scan 963 (12.694 min): BF091048.D (-961) (-) m/z 213.10 100.00%
213
5000
119
91 228
3g 65 135421165 181 198 12.40 12.60 12.80 13.00
bkt by 30150100181008 | | 283 302 07799700 27.65%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
12.40 12.60 12.80 13.00
119 m/z 214.10 16.54%
135150165 181 197
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
213
12,40 12.60 12,80 13.00
5000 m/z 91.10 15.36%
119 242
39 65 91 134 152169 197 | 228
Tmmmmmmﬂwmm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I

Abundance #75014: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- T
213 12.40 12.60 12.80 13.00

m/z 228.10 15.23%

5000

185 228

92 114128

o

28 51 69 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.71 5.75 ng 325807 Chrysene-d12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91

Abundance Scan 1052 (13.711 min): BF091048.D (-1050) (-) m/z 57.10 100.00%

7

5000

3

13.40 13.60 13.80 14.00
m/z 83.10 92.22%

200 230 252269 293

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72491: Cyclohexadecane

55 83

F

5000

13.40 13.60 13.80 14.00
m/z 69.10 83.90%

139 167 196 224

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

g

57 83

13.40 13.60 13.80 14.00
5000 11 m/z 55.10 82.31%

139 167 106 220 266 294 322349

Wmmmm’wwﬁwﬁwﬁwﬁmm

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 e B
13.40 13.60 13.80 14.00

m/z 97.10 79.45%

3

5000

125

I

153 196 224
R R R R s R S
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\BF110416\
Data File : BF091048.D

Acq On > 5 Nov 2016 3:58

Operator : UM/SJ

Sample : H5512-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tritetracontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.34 5.43 ng 307833 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 80
4 Undecane 156 C11H24 001120-21-4 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 1107 (14.340 min): BF091048.D (-1105) (-) m/z 57.10 100.00%
57
5000 x__«/mw,ﬁdv_,ﬁ\-v~—wa~ka
i 14.00 14.20 14,40 14.60
27 - - - :
....,....J,Jll.w,l.‘?g..???.?ﬁ‘?..,...??9...,....,....,....,....,.. m/z 71.10 67.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57
5000 L SRR S L B B
14.00 14.20 14.40 14.60
97 m/z 43.10 60.10%
‘“\Jh 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> §0 100 1éo 200 250 300 350 400 450 500 550 600
Abundance
57
14.00 14.20 14,40 14.60
5000 m/z 85.10 45 _45%
27 % 183212
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #109917: Methoxyacetic acid, 2-tetradecy! ester e ma
57 14.00 14.20 14.40 14.60
m/z 55.10 34 .33%
o \‘NA’pvv\vvJAA\NJW¢ﬁr\d\ﬂkf
2 97 °
i 227 167197 243
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 1440 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3,4-Dihydro-2-bromo-4,4-dim... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.39 4.44 ng 251935 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4-Dihydro-2-bromo-4,4-dimethyl... 312 C18H17Br 071161-44-9 50
2 1H-Cyclopenta[l]phenanthrene, 2,... 218 C17H14 000723-98-8 49
3 Naphthalene, 2-(phenylmethyl)- 218 C17H14 000613-59-2 46
4 Pyrrolo[2,3-b]indol-5-0l1, 1,2,3,... 218 C13H18N20 000469-22-7 43
5 7b-Phenyl-2a,7b-dihydro-3H-cyclo... 218 C17H14 138089-70-0 43
Abundance Scan 1111 (14.385 min): BF091048.D (-1109) (-) m/z 218.10 100.00%
218
5000 274
101 1] | 14100 1420 14,40 14160 14780
ol 4t 76 100121 ss2ay | 2% ] a6 3s0 m/z 274.15 44 .42%
m/z--> 50 100 150 200 250 300 350
Abundance #123830: 3,4-Dihydro-2-bromo-4,4-dimethyl-1-phenylnaphthalene
218
5000
14.00 14.20 14.40 14.60 14.80
314 m/z 202.05 25.58%
3957 77 101 141 165 189 | 296 H
m/z--> 50 100 150 200 250 300 350
Abundance
218
14:00 14.20 14.40 14.60 14.80
5000 m/z 219.10 21.88%
39 65 89108 141 165 189
m/z--> 50 100 150 200 250 300 350
Abundance #68283: Naphthalene, 2-(phenylmethy!l)- e S BB BTt
218 14.00 14.20 14.40 14.60 14.80
m/z 203.10 16.33%
5000 F_vv—‘¢fvrAuAV'N—qﬁﬁkMdv~
39 63 89 }?? 141 165 189 |
m/z--> 50 100 150 200 250 300 350 14.00 1420 14.40 14.60 14.80

8270-BF110316.M Mon Nov 07 06:56:13 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.95 16.92 ng 667138 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1160 (14.945 min): BF091048.D (-1157) (-) m/z 57.10 100.00%

57
85
5000

113 14.60 14.80 15.00 15.20
141 169 : :
ob—21, Ak l|, L7 199,197 225 252 280 305323341 365 m/z 71.10 76.66%

m/z--> 50 100 150 200 250 300 350
Abundance #115575: Eicosane, 10-methyl-

]

-
—

5000 85 L L e
14. 60 14. 80 15. 00 15.20

m/z 85.10 56 .33%

113 154
| 777131 777,183 211 239 281

m/z--> 50 100 150 200 250 300 350
Abundance

t
—

85 14.60 14.80 15.00 15.20

5000 m/z 43.10 48 .66%
29 113
141 169 197 225 253 296 \Lxﬁw___\,\,xﬁf
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 WNJ
Abundance #123100: Pentadecane, 8-heptyl- R EEEma T L
57 14.60 14.80 15.00 15.20
m/z 55.10 19.59%
o T M\J\J\\f\/\/\/"\/
29 113 210
| ‘ L (77,141 160 "7 239 266 309
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. 00 15 20

8270-BF110316.M Mon Nov 07 06:56:14 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.68 19.66 ng 774853 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 1224 (15.677 min): BF091048.D (-1221) (-) m/z 57.10 100.00%
57
85
5000 _\J\,\_,\___J\«v__,a___w,\ﬂ
113 ' 15.40 15.60 15.80 16.00
141
— ,I. DA AT M 100 107 25 2s327a 300 sat | R0 98
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 LRI B SR UL B
mmmmmmmm
- 13 m/z 85.10 54 _.92%
Al ‘\ “\ h h‘ H‘ il 141 169 197 225 253 296
m/z--> éo 100 150 200 2%0 300 3%0
Abundance
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 43.10 49 .21%
39 1350 1% 183 211 230 281 _vh\,\yhxdﬂ\j\\,\mﬂx_v_ﬁ,ﬂﬂ
m/z--> éo 160 150 200 2%0 300 3%0
Abundance #142113: Heptadecane, g-OCtyl- LI L L L L LB
57 15.40 15.60 15.80 16.00
m/z 55.10 20.54Y%
5000 85 NV-4VH\v~\J\\HNJ»\_QAPAV
8 O e I S ol 20 Y-
m/z--> 50 100 150 200 250 300 350 15.40 15 60 15. 80 16. 00

8270-BF110316.M Mon Nov 07 06:56:14 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 unknownl6.25 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.25 4.88 ng 192268 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 32
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 27
3 2,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H3602 061691-98-3 27
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 22
5 1-(3,5-Dinitrophenoxy)-3,7,11-tr... 388 C21H28N205 1000187-44-2 22
Abundance Scan 1274 (16.248 min): BF091048.D (-1272) (-) m/z 191.10 100.00%
69 191
43 95
5000 123 e
4 217 236 o 276 299 329 16.00 16.20 16.40 16.60
2 352 "m/z 69.10 85.55%
m/z--> 50 100 150 200 250 300 350
Abundance #138198: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69
5000{ 41 LR S SUBURE BN B
16.00 16.20 16.40 16.60
nl m/z 95.10 63.38%
149
b R ﬂ I 7.7 177 205 229 256273 299 342
m/z--> 50 100 150 200 250 300 350
Abundance
191
" 16.00 16.20 16.40 16.60
5000/ 28 m/z 43.10 60.75%
135 163
69 9B
m/z--> " 50 100 150 200 250 300 350
Abundance #133938: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetrame... R AR RERE R S
69 16.00 16.20 16.40 16.60
m/z 81.10 60.00%
50001 41 93
136
Ll ML s 208 220 250 *Tm0506 332
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60

8270-BF110316.M Mon Nov 07 06:56:15 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\
Data File : BF091048.D

Acq On > 5 Nov 2016 3:58

Operator : UM/SJ

Sample : H5512-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.64 4.63 ng 182516 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1308 (16.637 min): BF091048.D (-1306) (-) m/z 57.10 100.00%
57
8 Wj\w\,\///\
5000
113 " 16.40 16.60 16.80 17.00
141
AR 188 212 245 28032 a5 U771 70 71, 55%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 LRI UL UL UL B
16,40 16.60 16.80 17.00
29 m/z 85.10 52.13%
h |y e 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 16.40 16.60 16.80 17.00
5000 85 m/z 43.10 47 .69%
M3 141 183 211 239 267 296 ﬂafva\wﬁv,nf\f“v/A\ﬂLJ/J\
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl- AN EEa TS e S
57 16.40 16.60 16.80 17.00
m/z 55.10 16.41%
>0 ° (J\/M
29 113 210
I O e S S B R
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00

8270-BF110316.M Mon Nov 07 06:56:16 2016

NCC61-TOPSOIL
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\
Data File : BF091048.D

Acq On > 5 Nov 2016 3:58

Operator : UM/SJ

Sample : H5512-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Eudesma-4(14),11-diene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.84 8.02 ng 316265 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eudesma-4(14),11-diene 204 C15H24 1000152-04-3 56
2 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 46
3 1H-Cycloprop[e]azulene, l1la,2,3,5... 204 C15H24 021747-46-6 45
4 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 45
5 Azulene, 1,2,3,4,5,6,7,8-octahyd... 204 C15H24 003691-12-1 43

Abundance Scan 1326 (16.843 min): BF091048.D (-1323) (-) m/z 95.10 100.00%
% 189
55
5000
L 23316 359 16160 16180 1700 1720
——ty m/z 107.10 88.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58685: Eudesma-4(14),11-diene
41 93
67 121 204
5000 161 UL SUNILN SRR SRR SUM
16.60 16.80 17.00 17.20
m/z 81.10  87.04%
.‘. e T e S =
m/z--> 50 100 150 200 250 300 350 400
Abundance
189
93 LRI SUNILN SO SRR SUM
41 16.60 16.80 17.00 17.20
5000 133 m/z 189.10 83.41%
161
| M
mz-> 50 100 150 200 250 300 350 400
Abundance #58931: 1H-Cycloprop[e]azulene, 1a,2,3,5,6,7,7a,7b-octahyd... L e e
4 107 16.60 16.80 17.00 17.20
161 m/z 93.10 71.36%
79 135
- T /\M‘\/\j\/\J
}M‘ all.l]\,.{.i?l.,.... S N
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20

8270-BF110316.M Mon Nov 07 06:56:17 2016

NCC61-TOPSOIL

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\
Data File : BF091048.D

Acq On > 5 Nov 2016 3:58

Operator : UM/SJ

Sample : H5512-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

NCC61-TOPSOIL

Peak Number 14 unknownl7.09 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.09 33.35 ng 1314830 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 47
2 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 42
3 .beta.-Sitosterol 414 C29H500 000083-46-5 42
4 1,4-Methanoazulene, decahydro-4,... 204 C15H24 000475-20-7 32
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 000515-13-9 25
Abundance Scan 1348 (17.094 min): BF091048.D (-1342) (-) m/z 43.10 100.00%
43
81
161 2 ‘f\fwv/*\,ﬂwy/j\“u/\¥f~r/\J“
5000
16,80 17.00 17.20 17.40
ey m/z 55.10 88.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159311: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. ..
43
81
5000 414 LIS L L L L L L L L
259 16.80 17.00 17.20 17.40
m/z 81.10 67 .49%
| |3 T
;l ‘.‘,“‘.“l N by ey .‘“.“ﬁ .‘
m/z--> 100 150 200 250 300 350 400
Abundance
43
414 L B UL UL B
95 16.80 17.00 17.20 17.40
69 0
5000 123 m/z 95.10 64 .99%
147
167 217 328 389
m/z--> 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol B B B Rt B B
43 16.80 17.00 17.20 17.40
m/z 57.10 60.21%
5000
81 107 414
255 303 329
— \\.J \Mmm 2§3{2?5 l..3|5‘.1.3?1.“i.‘. T
m/z--> 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF110316.M Mon Nov 07 06:56:17 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 3-Methoxy-6,7,8,9-tetrahydr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.25 8.01 ng 315902 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 52
2 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 47
3 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 45
4 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 42
5 5-Methanesulfonyl-3-methoxy-isot... 218 C6H6N203S2 157138-41-5 38
Abundance Scan 1362 (17.254 min): BF091048.D (-1359) (-) m/z 218.20 100.00%
218
5000
55
i 1 161 17.00 17.20 17.40 17.60
240 279 424 : : : :
] ,l.‘ PP B % Tnm/z 203.10  90.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68005: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218
5000 190 ' 17.00 17.20 17.40 17.60_

m/z 55.10 28 .55%

69 o1 $
e R e
m/z--> 50 100 150 200 250 300 350 400
Abundance

218
R B o B
17.00 17.20 17.40 17.60
5000 m/z 95.10 24 _.87%
160
104 132
51 77 187
m/z--> 50 100 150 200 250 300 350 400
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... R B B S
218 17.00 17.20 17.40 17.60
m/z 69.10 23.63%
41 91 133
5000 175
| l \‘L }
FF...:,.... T s R B S
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17. 60

8270-BF110316.M Mon Nov 07 06:56:18 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Pyrene, hexadecahydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.46 13.32 ng 525033 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 64
2 Olean-12-ene 410 C30H50 000471-68-1 53
3 4,4,6a,6b,8a,11,11,14b-0Octamethy... 424 C30H480 1000194-62-4 50
4 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 50
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 46
Abundance Scan 1380 (17.460 min): BF091048.D (-1377) (-) m/z 218.15 100.00%
218
5000
057 17.20 17.40 17.60 17.80
293813 3% 40 m/z 203.15  79.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68256: Pyrene, hexadecahydro-
218
41
5000 LR S B B IR
175 17.20 17.40 17.60 17.80
‘ 135 m/z 69.10 31.36%
.‘” \H‘HMM\M‘\MH\ ——
m/z--> 150 200 250 300 350 400
Abundance
218
' 17.20 17.40 17.60 17.80
5000 m/z 95.10 28.76%
4l 69 o 191
1% 161 257 285 368 410
mz-> 50 100 150 200 250 300 350 400
Abundance #160977: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,6a,6... e EAEE EE
218 17.20 17.40 17.60 17.80
m/z 189.10 22 .83%
5000
243 273 209 377 353 381 24
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF110316.M Mon Nov 07 06:56:19 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 6-Isopropenyl-4,8a-dimethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.56 20.46 ng 806347 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 50
2 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 45
3 Sesquirosefuran 218 C15H220 039007-93-7 38
4 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 38
5 Hexahydroindole 123 C8H13N 018159-32-5 35
Abundance Scan 1389 (17.563 min): BF091048.D (-1385) (-) m/z 95.10 100.00%
5000
33 aes 425 | | 170 1740 1760 1780
m/z 109.10 98.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68220: 6-sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
9
123
5000 41 67 218 N DR R BRI SURL B
17.20 17.40 17.60 17.80
147175 m/z 93.10 85.90%
H‘H‘m\‘\ ...,....,....,....,...
m/z--> 50 100 200 250 300 350 400
Abundance
41 107
17.20 17.40 17.60 17.80
5000 " 133 18 m/z 81.10 85.31%
161
189
mz-> 50 100 150 200 250 300 350 400
Abundance #68176: Sesquirosefuran R R RREEE T A
69 123 17.20 17.40 17.60 17.80
m/z 107.10 80.96%
41 %
5000
149 175 218
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF110316.M Mon Nov 07 06:56:19 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 _alpha.-Amyrin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.80 27.12 ng 1069080 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 78
2 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 64
3 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 60
4 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 49
5 D-Norandrostan-16-ol, acetate, (... 304 C20H3202 054411-62-0 38
Abundance Scan 1410 (17.803 min): BF091048.D (-1403) (-) m/z 218.15 100.00%
218
5000
gg 9 135 189
43 161 17.40 17.60 17.80 18.00 18.20
257 : : : : :
260813 385 398 420 | 477 135.10  33.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161264: .alpha.-Amyrin
218
5000 SRR SRR SURRLRR BULIR B
17.40 17,60 17.80 18.00 18.20
% 135 g 169 m/z 203.10 32.19%
43 00 Dt Ul aas 272007 330 365 393 T
m/z--> 55 100 150 200 250 300 350 400
Abundance
218
4 91 133 17.40 17.60 17.80 18,00 18.20
5000 175 m/z 95.10 31.99%
67
112
m/z--> 50 100 150 200 250 300 350 400
Abundance #68233: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... L e e e e
218 17.40 17.60 17.80 18.00 18.20
m/z 189.10 31.58%
176
1L UH H{ | o e
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00 18.20

8270-BF110316.M Mon Nov 07 06:56:20 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Stigmast-4-en-3-one Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.97 6.59 ng 259772 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 50
2 Pregn-4-ene-3,20-dione, (8.alpha... 314 C21H3002 003795-19-5 49
3 Pregn-4-ene-3,20-dione, (10.alph... 314 C21H3002 003562-13-8 46
4 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 46
5 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 45
Abundance Scan 1425 (17.974 min): BF091048.D (-1422) (-) m/z 124.10 100.00%
124
5000
17.60 17.80 18.00 18.20
m/z 43.10 46.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158845: Stigmast-4-en-3-one
124
43
5000 412 L DR U DU SRR
60 95 229 17.60 17.80 18.00 18.20
149 289 470 m/z 57.10 42 .81%
.‘HH‘. LHi \QMJ:KIS\‘IZ?J'I - L \‘ 3:1‘:" I | l‘.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 124
17.60 17.80 18.00 18.:20
5000 314 m/z 229.15 38.84%
91
147
o 22 272
171
m/z--> 50 100 150 200 250 300 350 400
Abundance #125171: Pregn-4-ene-3,20-dione, (10.alpha.)- R e R B
124 17.60 17.80 18.00 18.20
m/z 71.10 31.76%
43
5000
91 229 3
147 272
191
‘H‘MJ‘ .‘".H.‘““.‘h‘.171‘i|..L.|.... .‘... T e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acg On : 5 Nov 2016  3:58

Operator : UM/SJ

ﬁ?ggle i H5512-01 NCC61-TOPSOIL
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 unknownl1l8.89 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.89 11.30 ng 445523 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 38
2 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 38
3 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 38
4 Cyclopropanemethanol, 2-methyl-2... 168 C11H200 098678-70-7 30
5 5-Nonadecen-1-ol 282 C19H380 1000131-11-9 30
Abundance Scan 1505 (18.889 min): BF091048.D (-1501) (-) m/z 95.10 100.00%
69

)

5000

41

218 45 273

302 4, 18.60 18.80 19.00 19.20
m/z 69.10 98.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
41

i

67

18,60 18.80 19.00 19.20
m/z 109.10 91.76%

5000

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

4

81 123
4l LA BN BN UM SR
18.60 18.80 19.00 19.20
101 m/z 123.10 83.45%

5000 197

57
150

175 | 208

Tnmmmwm@’wwwm

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

Abundance #60253: 2,3,3-Trimethyl-2-(3-methyl-buta-1,3-dienyl)-cyclo... R B LA M e e
3 18.60 18.80 19.00 19.20

m/z 81.10 78.20%

%

5000

It

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. 60 18 80 19. 00 19. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110416\

Data File : BF091048.D

Acq On > 5 Nov 2016 3:58 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : H5512-01 NCC61-TOPSOIL

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110316.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... 4.85 13.9 ng 711355 1 6.70 1021660 20.0
unknown6 .48 6.48 71.9 ng 3671730 1 6.70 1021660 20.0
Phenol, 4,4"-(1-m... 12.69 5.3 ng 299225 5 13.86 1133750 20.0
Cyclohexadecane 13.71 5.8 ng 325807 5 13.86 1133750 20.0
Tritetracontane 14_34 5.4 ng 307833 5 13.86 1133750 20.0
3,4-Dihydro-2-bro... 14.39 4.4 ng 251935 5 13.86 1133750 20.0
Eicosane, 10-methyl- 14.95 16.9 ng 667138 6 15.24 788402 20.0
Heneicosane 15.68 19.7 ng 774853 6 15.24 788402 20.0
unknown16.25 16.25 4.9 ng 192268 6 15.24 788402 20.0
Octacosane 16.64 4.6 ng 182516 6 15.24 788402 20.0
Eudesma-4(14),11-... 16.84 8.0 ng 316265 6 15.24 788402 20.0
unknownl17.09 17.09 33.4 ng 1314830 6 15.24 788402 20.0
3-Methoxy-6,7,8,9... 17.25 8.0 ng 315902 6 15.24 788402 20.0
Pyrene, hexadecah... 17.46 13.3 ng 525033 6 15.24 788402 20.0
6-1sopropenyl-4,8_.. 17.56 20.5 ng 806347 6 15.24 788402 20.0
-alpha.-Amyrin 17.80 27.1 ng 1069080 6 15.24 788402 20.0
Stigmast-4-en-3-one 17.97 6.6 ng 259772 6 15.24 788402 20.0
unknown18.89 18.89 11.3 ng 445523 6 15.24 788402 20.0
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