LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12 Instrument :
Operator : SJ/MA BNA_F

Sample - 12663-01 ClientSampleld :
Misc - EME-BW-PLANTINGSOIL
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:\HPCHEM1I\BNA F\METHODS\8270-BF032217.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 3.922 342 346 356 rVB 386501 526117 13.70% 1.497%
2 4.340 412 417 420 rBVY 3264308 3212234 83.64% 9.138%
3 5.422 595 601 610 rBY 2834540 3552987 92.51% 10.108%
4 5.540 616 621 624 rBVY 3412202 3487952 90.82% 9.923%
5 5.787 659 663 666 rBV 951975 899125 23.41% 2.558%
6 5.963 688 693 697 rBY 2777619 2690707 70.06% 7 .655%
7 6.440 767 774 777 rBVY 1836935 2229558 58.05% 6.343%
8 7.287 913 918 921 rBVY 1299843 1251998 32.60% 3.562%
9 8.610 1136 1143 1146 rBV 3619653 3840530 100.00% 10.926%
10 9.104 1223 1227 1232 rBV 326264 287062 7.47% 0.817%

11 9.422 1275 1281 1285 rBV2 1409900 1382173 35.99% 3.932%
12 10.016 1378 1382 1386 rBV 49750 47285 1.23% 0.135%
13 10.398 1441 1447 1451 rBV 1871574 2047796 53.32% 5.826%
14 10.598 1478 1481 1489 rBvV 68843 102551 2.67% 0.292%

15 11.157 1572 1576 1579 rBV 66726 67759 1.76% 0.193%
16 11.245 1586 1591 1594 rBV 1242539 1265608 32.95% 3.600%
17 11.686 1662 1666 1672 rVB 40434 45179 1.18% 0.129%
18 12.733 1840 1844 1853 rVB 43852 56692 1.48% 0.161%
19 13.004 1886 1890 1895 rVB 35516 40613 1.06% 0.116%

20 13.221 1921 1927 1931 rBV 2659861 2848929 74.18% 8.105%

21 13.816 2024 2028 2032 rBv4 23906 43043 1.12% 0.122%
22 14.398 2122 2127 2137 rBV2 73624 144612 3.77% 0.411%
23 14.492 2138 2143 2147 rBV 852044 957742 24 .94% 2.725%
24 15.174 2255 2259 2268 rBV2 71643 126601 3.30% 0.360%

25 15.604 2329 2332 2336 rBV 57187 57733 1.50% 0.164%
26 15.686 2343 2346 2348 rBV 66906 71449 1.86% 0.203%
27 15.739 2353 2355 2361 rVB6 34722 50972 1.33% 0.145%

28 15.886 2376 2380 2384 rBV 225185 253113 6.59% 0.720%
29 16.115 2414 2419 2426 rVB 709478 851496 22.17% 2.422%
30 16.409 2465 2469 2472 rBV2 79774 110367 2.87% 0.314%

31 16.504 2481 2485 2490 rBV2 53378 90452 2.36% 0.257%
32 16.621 2501 2505 2510 rVB 86682 128176 3.34% 0.365%
33 16.833 2537 2541 2547 rVB2 104107 166250 4_.33% 0.473%
34 17.309 2617 2622 2626 rBV2 75025 125837 3.28% 0.358%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
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:\HPCHEM1I\BNA F\METHODS\8270-BF032217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.486 2650 2652 2660 rVB7 33419 62225 1.62% 0.177%

36 17.974 2724 2735 2744 rBV7 142002 509784 13.27% 1.450%
37 18.098 2753 2756 2762 rVB3 91367 151399 3.94% 0.431%
38 18.209 2770 2775 2780 rBVS8 68319 159548 4._.15% 0.454%
39 18.398 2801 2807 2818 rVB5 243564 669205 17.42% 1.904%
40 18.798 2869 2875 2889 rVB3 171588 463607 12.07% 1.319%

41 19.239 2946 2950 2957 rVB9 31051 74852 1.95% 0.213%

Sum of corrected areas: 35151318
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

Sample : 12663-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

EME-BW-PLANTINGSOIL

Abundance TIC: BF094401.D
3500000 5.54

4.34
3000000 5.42
2500000
2000000

1500000

500000 3.92

1000000 5.79

5.96

1 s L
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: BF094401.D
3500000 861

3000000
2500000
2000000 10.40
1500000 9.42
11.25

1000000

500000 9.10

10.02 L 10.60 11. 11.69 12.73 13.00

13.22

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00 12.50 13.00 13.50

Abundance TIC: BF094401.D
3500000

3000000
2500000
2000000
1500000

1000000 14.49 16.12

500000

16 .6216.83
13.82 15.17 1516694 4LED.

17.317.49

17981921530 18.80

19.24

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

3.92 11.70 ng 526117 1,4-Dichlorobenzene-d4 5.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 346 (3.922 min): BF094401.D (-342) (-) m/z 43.05 100.00%
43
59
5000
i 0 350 400 420
83 : - : :
o...,....,....,..?7.','.-:..,??:.,....,....,.~...,...:,|....,. m/z 59.10 60.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R I L
59 360 3.80 400 420
m/z 101.10 20.97%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 360 3.80 4.00 420
5000 m/z 58.00 15.13%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T L e e  RERRE!
50 3.60 3.80 4.00 4.20
m/z 41.10 9.42%
5000
41
29 101
"'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I' BN AR RS AN AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 2 unknown5.54 Concentration Rank 1

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

5.54 77.59 ng 3487950 1,4-Dichlorobenzene-d4 5.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 621 (5.540 min): BF094401.D (-616) (-) m/z 132.00 100.00%
32
5000 68
6 rTrrrTTyTTTrT T T T T T
40 _ 54 75 104 5.20 5.40 5.60 5.80
T ??.l.' SN -1 A N . S [ N m/z 68.10  40.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A AR AR LS AR
a1 o7 5.20 5.40 5.60 5.80
53 117 m/z 134.00 33.27%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 520 540 560 580
5000 m/z 66.10 24 .30%
3144 51 8
wwmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole E Emma o By
132 5.20 5.40 5.60 5.80
m/z 69.10 16.31%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 4 Ethanol, 2-(tetradecyloxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .40 3.02 ng 144612 Chrysene-di12 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 81
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 76
4 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 74

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 70

Abundance Scan 2127 (14.398 min): BF094401.D (-2122) (-) m/z 57.10 100.00%

5000
111

240 14.00 14.20 14.40 14.60 14.80
m/z 43.10  83.24%

125139153 183197213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93396: Ethanol, 2-(tetradecyloxy)-

5000

14. 00 14 20 14. 40 14. 60 14.80
11 : m/z 55.00 64.57%
139154168, 0,196,,1 227 5o

29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R e R o R
14.00 14.20 14.40 14.60 14.80
5000 m/z 71.05 57.99%
71
29 97

111
125139154168182196 224 252

Wrmmmmwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester L B
57 14.00 14.20 14.40 14.60 14.80

43 m/z 83.05 54 .83%
83 97

5000

29 125

‘ 106210 238 0 o83
e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

Sample : 12663-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.17 2.64 ng 126601 Chrysene-di12 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Tetratriacontane 479 C34H70 014167-59-0 86
3 Tritetracontane 605 C43H88 007098-21-7 86
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 80
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 2258 (15.168 min): BF094401.D (-2255) (-) m/z 57.10 100.00%
57
5000 ‘/\A/\Mko\A_/\\/
99 L IR SRR BN BUM I
153185 559 281 nﬂm 15.00 15.20 15.40 :
i L B e L T e B T s A o z 71.10 72.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155177: Octacosane
57
5000 U S DA BN B B
Mmmmmmmm
m/z 43.00 66.60%
m/z--> o 50 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
14,80 15.00 15.20 15.40
5000 m/z 85.10 54 _55%
99
27 141 183 225 267 311 367 410
miz--> 0 éo 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #172667: Tritetracontane I e
57 14.80 15.00 15.20 15.40
m/z 55.10 29.05%
>0 WwaLndvmwwhjm/\Wwvs»wmﬂdlvmﬂ
97
| 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 6 éo 160 150 200 250 300 350 400 450 500 séo 660 1480 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

Sample : 12663-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Hentriacontane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.89 5.95 ng 253113 Perylene-di12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Nonacosane 408 C29H60 000630-03-5 90

Abundance Scan 2381 (15.892 min): BF094401.D (-2376) (-) m/z 57.05 100.00%
57
1 MJ—M‘
5000
113 15,60 15.80 16.00 16.20
155 . . . .
AN es 225 aseoes o105 70.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57
5000 R DR BRI SRR B
85 15. 60 15. 80 16. oo 16 20
s m/z 85.10 54 _.30%
29| | | | |77°,141 169 197 225 253 280 309 351 379 407 436
m/z--> éo 160 1éo 260 2%0 360 3éo 460 !
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 43.05 54.24%
113 141
29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3éo 460 !
Abundance #142113: Heptadecane, 9-octyl- R ma e AR
57 15.60 15.80 16.00 16.20
m/z 55.10 19.10%
o i MMM,VJMJkﬁuﬁunwwﬂﬁwA«NwVN&wJ
B e ol VB SN (N R
m/z--> 50 100 150 200 250 300 350 400 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.41 2.59 ng 110367 Perylene-di12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
2 Hexadecanal 240 C16H320 000629-80-1 64
3 1.15-Hexadecadiene 222 C16H30 021964-51-2 60
4 Octadecanal 268 C18H360 000638-66-4 58
5 1,19-Eicosadiene 278 C20H38 014811-95-1 58

Abundance Scan 2469 (16.409 min): BF094401.D (-2465) (-) m/z 57.10 100.00%

5000

111
R

Bl 171 104210227241 265 2g5 | | 16.00 16.20 16.40 16.60 16.80

m/z 43.05 81.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
82 gg

16.IOO 16.I20 16.I40 16.I60 16.I8O
m/z 82.05 79.08%

5000

29

152166180194 211 236250 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
96 R EEAREEE SRR
16.00 16.20 16.40 16.60 16.80
5000 5 m/z 96.10 57.08%
111

125 15216617196 222

mmmmmwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71116: 1,15-Hexadecadiene A B o
5 16.00 16.20 16.40 16.60 16.80
m/z 55.05 54 _50%

82 9%

5000

124138152166180104 222
N —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 _gamma.-Tocopherol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.12 ng 90452 Perylene-di12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Tocopherol 416 C28H4802 007616-22-0 87
2 Tetrazol-5-amine. N-(3.4-dimetho... 235 C10H13N502 1000272-73-1 43
3 Dimethvl-(allvD)-silvloxvbenzene 192 C11H160Si 066998-68-3 43
4 Benzenepropanenitrile. 3.4-dimet... 191 C11H13NO2 049621-56-9 40
5 3,4-Dimethoxy-dl-phenylalanine 225 C11H15NO04 033522-62-2 38
Abundance Scan 2484 (16.498 min): BF094401.D (-2481) (-) m/z 151.10 100.00%
181
5000
43 191 416 S e oo oo
81 121 211 235 16.20 16.40 16.60 16.80
g e SR GAAR 2 1 m/z 150.10 27.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159682: .gamma.-Tocopherol
151
5000 416
16.20 16.40 16.60 16.80
43 191 m/z 191.10 25.66%
| %9 95121 | | 218 261 288 315 344 373
m/z--> 50 100 150 200 250 300 350 400
Abundance
151
16.20 16.40 16.60 16.80
5000 m/z 43.10 24 _.70%
235
40 65 g5 1% 130 176 206
m/z--> 50 100 150 200 250 300 350 400
Abundance #50278: Dimethyl-(allyl)-silyloxybenzene R R e R
151 16.20 16.40 16.60 16.80
m/z 416.40 22 .99%
5000
28 51 7595 121 192
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Triacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.62 3.01 ng 128176 Perylene-di12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Nonacosane 408 C29H60 000630-03-5 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2505 (16.621 min): BF094401.D (-2501) (-) m/z 57.05 100.00%
57
85
5000
13 "' 16.40 16.60 16.80 17.00
141 182 211 245
. L, J 2 oee2er T 05 6608
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57
5000 85 LR UL BRI B R
16. 40 16 60 16. 80 17. oo
13 m/z 43.05 58.96%
29 ““““\‘\ i 41 169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance
57
" 1640 16.60 16.80 17.00
5000 85 m/z 85.10 54 .98%
29 113 141 169 107 205 253 281 309 337 365 408
m/z--> éo 160 150 260 250 360 350 460
Abundance #142113: Heptadecane, 9-octyl- S B s
57 16.40 16.60 16.80 17.00
m/z 41.10 20.36%
5000 85
113
e L AT 19 o7 2P 67 204 sz
m/z--> 50 100 150 200 250 300 350 400 1640 1660 1680 1700
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Vitamin E Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.83 3.90 ng 166250 Perylene-d12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 010191-41-0 96
2 Vitamin E 430 C29H5002 000059-02-9 93
3 3-TI(5-1sobutvl-2-methvl-furan-3-... 301 C17H19N0O4 1000295-19-6 43
4 Furol3.4-clpvridine-3.4(1H.5H)-d... 165 C8H7NO3 007472-18-6 42
5 5,8,11,14-Eicosatetraynoic acid 296 C20H2402 001191-85-1 38
Abundance Scan 2540 (16.827 min): BF094401.D (-2537) (-) m/z 165.10 100.00%
165
5000
% 205 N ey
69 g 136 . . . .
e RN e ees | n/z 164.10  35.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161942: Vitamin E
165
5000
16.60 16.80 17.00 17.20
23 - 430 m/z 430.40 21.86%
18, | 59 91113136 246 288 316 344
m/z--> 50 100 150 200 250 300 350 400
Abundance
165
" 16.60 16,80 17.00 17.20
5000 43 m/z 43.10 15.97%
430
71
97 121143 205 550051275 301 341 368 402
m/z--> 50 100 150 200 250 300 350 400
Abundance #118126: 3-[(5-Isobutyl-2-methyI-furan-3-carbonyl)-amino-...  Rm e R
165 16.60 16.80 17.00 17.20
m/z 166.05 12.55%
5000
43
| 65 94 121943 | 157012 288 N
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 _.beta.-Panasinsene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.97 11.97 ng 509784 Perylene-di12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Panasinsene 204 C15H24 1000159-39-0 78
2 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 76
3 1H-Cvcloproplelazulene. decahvdr... 204 C15H24 000489-39-4 70
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 60
5 1S,2S5,5R-1,4,4-Trimethyltricyclo... 204 C15H24 1000140-07-5 52
Abundance Scan 2734 (17.968 min): BF094401.D (-2724) (-) m/z 107.10 100.00%
81
159 204
5000 231 285
257 .
184 829 381 44 1760 17.80 18.00 18.20
ke [ m/z 55.10 99.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58675: .beta.-Panasinsene
161
105
5000{ 41 133 DN PN BRI SRS
204 17.60 17.80 18.00 18.20
& m/z 43.00 99.06%
ey L.“. l. [— —
m/z--> 50 100 150 200 250 300 350 400
Abundance
49 204
69 153 300 1760 17,80 18.00 18.20
5000 95 m/z 133.05 99.03%
161 272
183 232
m/z--> 55 160 1%0 200 250 360 3%0 460
Abundance #58924: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimethyl-... A BT o e
41 161 17.60 17.80 18.00 18.20
93 m/z 105.05 94 _.51%
69 121 204
5000
I‘wl\ll\lh Illllﬂ'l{lll ———t T R R EEEEE
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:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 2H-Cyclopropa[a]naphthalen-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.10 3.56 ng 151399 Perylene-di12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 53
2 1.3-Dimethvl-4.,6-bis(l-methvl-1-.__. 274 C16H26Si12 1000293-75-9 53
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 52
4 5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 43
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 35
Abundance Scan 2756 (18.098 min): BF094401.D (-2753) (-) m/z 218.20 100.00%
218

5000
243 271 299 341 409 17.80 18.00 18.20 18.40
m/z 203.20 90.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68242: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a,...
218
OOO 77 IIIIIIIIIIIIIIIIIIIIIII
> a 110 M7 17.80 18.00 18.20 18.40
‘ ‘ ‘ m/z 55.00 32.63%
1 \,\ I
m/z--> 50 100 150 200 250 300 350 400
Abundance
203
R B B
17.80 18.00 18.20 18.40
5000 246 m/z 189.20 23.26%
43 73 % 13 1% 21
— T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #67928: 8-Amino-6, 7-dimethoxy-4-methylquinoline A m e
218 17.80 18.00 18.20 18.40
m/z 41.05 22.74%
5000
160
104 132
51 77 77 T |87
L <P R T O e I S —
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 14 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.21 3.75 ng 159548 Perylene-di12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 53
2 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 47
3 1H-Benzocvcloheptene. 2.4a.5.6.7... 204 C15H24 001461-03-6 38
4 3.7-Cvclodecadien-1-one. 3.7-dim... 218 C15H220 006902-91-6 35
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 27
Abundance Scan 2775 (18.209 min): BF094401.D (-2770) (-) m/z 204.20 100.00%
204
55 135
107
5000

17.80 18.00 18.20 18.40 18.60
m/z 55.05 75.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204

a1 91 133

5000 9 161 o L
69 17.80 18.00 18.20 18.40 18.60

m/z 135.10 73 .93%

1

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

133 204
R RS mE

a1 17.80 18.00 18.20 18.40 18.60
5000 161 m/z 133.05 67.27%

115

187

ARRA N SRR R A AR LR RS B LAY SR RARAN LA SARAN LA SARA BRI BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #58797: 1H-Benzocycloheptene, 2,4a,5,6,7,8-hexahydro-3,5,5... A B o
17.80 18.00 18.20 18.40 18.60
m/z 107.10 64.16%

5000

T I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Thujopsene-(12) Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.40 15.72 ng 669205 Perylene-d12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thuiopsene-(12) 204 C15H24 1000152-20-4 56
2 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 47
3 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 41
4 4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 35
5 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 27
Abundance Scan 2807 (18.398 min): BF094401.D (-2801) (-) m/z 109.10 100.00%
205
5000
18.00 18.20 18.40 18.60 18.80
m/z 205.20 89.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58647: Thujopsene-(12)
121
03 189
5000 LRI RSN BN SN
41 148 18.00 18.20 18.40 18.60 18.80
m/z 95.10 89.25%
bl ]
1 | L |
m/z--> 50 100 150 200 250 300 350 400
Abundance
41 107
18.00 18.20 18.40 18.60 18.80
5000 " 133 18 m/z 218.20 86.00%
161
189
mz-> 50 100 150 200 250 300 350 400
Abundance #160967: D:C-Friedoolean-8-en-3-one
205 18.00 18.20 18.40 18.60 18.80
m/z 107.10 83.46%
257
5000
121 19 . 424
IIIIIIIIII\LULI\.mlﬂuiw‘lUI\h\l : JIEIII ||||3O|O| T o A
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\

Data File : BF094401.D

Aca On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 unknownl18.80 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.80 10.89 ng 463607 Perylene-d12 16.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 43
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 42
3 1.3-Benzenediol. 2-methvl- 124 C7H802 000608-25-3 38
4 Phenol. 2.6-diamino- 124 C6H8N20 022440-82-0 38
5 4H-Pyran-4-one, 3,5-dimethyl- 124 C7H802 019083-61-5 38
Abundance Scan 2875 (18.798 min): BF094401.D (-2869) (-) m/z 124.10 100.00%
124
5000 43 229
79 147
174 203 | 253 289 37 370 412 18.40 18.60 18.80 19.00 19.20
m/z 43.05 38.56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #10093: 1,4-Benzenediol, 2-methyl-
124
5000 AR R R
mmmmmmmmmw
0
39 67 95 m/z 229.15 37.43%
|:.I'5.“.“l“|‘““.““‘.“‘.“.“\“‘..‘..|.... ———r T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
124
18.40 18.60 18.80 19.00 19.20
5000 m/z 55.05 25.31%
288
ot 147 246
174 2%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #10094: 1,3-Benzenediol, 2-methyl- A B o
124 18.40 18.60 18.80 19.00 19.20
m/z 147.10 23.61%
5000
39 67
n “Ji‘.‘.llluuuuluuuu........|....|....|.. R B
m/z--> 0 50 100 150 200 250 300 350 400 18. 40 18. 60 18 80 19. 00 19 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041317\

Data File : BF094401.D

Acq On : 13 Apr 2017 20:12

Operator : SJ/MA

ﬁ?ggle : 12663-01 EME-BW-PLANTINGSOIL
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : 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... 3.92 11.7 ng 526117 1 5.79 899125 20.0
unknown5 .54 5.54 77.6 ng 3487950 1 5.79 899125 20.0
Ethanol, 2-(tetra... 14.40 3.0 ng 144612 5 14.49 957742 20.0
Octacosane 15.17 2.6 ng 126601 5 14.49 957742 20.0
Hentriacontane 15.89 6.0 ng 253113 6 16.12 851496 20.0
Oxirane, hexadecyl- 16.41 2.6 ng 110367 6 16.12 851496 20.0
-gamma.-Tocopherol 16 .50 2.1 ng 90452 6 16.12 851496 20.0
Triacontane 16.62 3.0 ng 128176 6 16.12 851496 20.0
Vitamin E 16.83 3.9 ng 166250 6 16.12 851496 20.0
-beta.-Panasinsene 17.97 12.0 ng 509784 6 16.12 851496 20.0
2H-Cyclopropaf[a]n-.. 18.10 3.6 ng 151399 6 16.12 851496 20.0
1,1,4a-Trimethyl-__.. 18.21 3.8 ng 159548 6 16.12 851496 20.0
Thujopsene-(12) 18.40 15.7 ng 669205 6 16.12 851496 20.0
unknown18.80 18.80 10.9 ng 463607 6 16.12 851496 20.0
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