LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc : [TOPSOIL-OU3-DENALI-3

ALS vial : 6 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135092.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 13 rVB 20179 29160 1.59% 0.142%
2 4,998 492 495 500 rVB 36948 41778 2.28% 0.203%
3 5.398 559 563 566 rBV 2038246 1829637 100.00%  8.887%
4 6.046 670 673 676 rBV 23923 21389 1.17% 0.104%
5 6.410 730 735 738 rBV 1960478 1822477 99.61% 8.852%
6 6.604 765 768 773 rBV 17735 21948 1.20% 0.107%
7 6.769 793 796 800 rBV 816181 622591 34.03% 3.024%
8 7.334 887 892 895 rBV 1343240 1183015 64.66% 5.746%
9 8.051 1010 1014 1017 rBV 854565 769809 42.07% 3.739%
10 9.128 1193 1197 1200 rBV 2107164 1629825 89.08% 7.916%
11  9.245 1213 1217 1220 rBV 33630 31701 1.73% 0.154%
12 9.398 1240 1243 1246 rVB2 26141 20933 1.14% 0.102%
13 9.463 1251 1254 1257 rVB 33252 26365 1.44% 0.128%
14 9.663 1284 1288 1294 rVB2 36079 44466  2.43% 0.216%
15 9.804 1309 1312 1316 rBV 933695 792777 43.33%  3.851%
16 9.928 1330 1333 1337 rVB2 34582 30145 1.65% 0.146%
17 10.598 1443 1447 1452 rBV 1247865 1057366 57.79% 5.136%
18 10.722 1465 1468 1475 rVB3 27443 31981 1.75% ©.155%
19 10.969 1507 1510 1515 rBVS5S 15070 21573 1.18% 0.105%
20 11.251 1555 1558 1562 rBV5 21258 25605 1.40% 0.124%
21 11.298 1562 1566 1569 rVV 894155 756540 41.35% 3.675%
22 11.322 1569 1570 1574 rVV 79575 62045 3.39% 0.301%
23 11.375 1574 1579 1582 rVVv2 34571 51903 2.84% 0.252%
24 11.410 1582 1585 1588 rVv4 29382 33645 1.84% 0.163%
25 11.439 1588 1590 1594 rVB2 26383 22610 1.24% 0.110%
26 11.763 1640 1645 1647 rBv4 31587 42767 2.34% 0.208%
27 11.833 1654 1657 1668 rVB2 408432 455582 24.90%  2.213%
28 11.916 1668 1671 1673 rBvV2 30972 30153 1.65% 0.146%
29 11.992 1679 1684 1686 rBV4 67407 77498 4.24% 0.376%
30 12.086 1697 1700 1705 rBV6 17151 36934 2.02% 0.179%
31 12.186 1715 1717 1722 rVB4 30928 23750 1.30% 0.115%
32 12.351 1742 1745 1747 rBv2 26928 25435 1.39% 0.124%
33 12.380 1747 1750 1752 rBV 79907 72554 3.97% 0.352%
34 12.439 1758 1760 1764 rBV 17898 24453  1.34% 0.119%
35 12.516 1770 1773 1776 rBV 195342 183553 10.03% 0.892%

36 12.557 1776 1780 1787 rVB2 106891 169713 9.28% 0.824%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc : [TOPSOIL-OU3-DENALI-3

ALS vial : 6 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.627 1787 1792 1796 rBV2 99421 135340 7.40% 0.657%
38 12.745 1805 1812 1815 rBV 193978 191758 10.48% 0.931%
39 12.892 1834 1837 1844 rVB 1092006 964082 52.69% 4.683%
40 13.139 1876 1879 1881 rBV3 39951 44925 2.46% 0.218%
41 13.274 1900 1902 1903 rBV 44990 32870 1.80% 0.160%
42 13.310 1904 1908 1910 rVv4 61380 102177 5.58% 0.496%
43 13.416 1922 1926 1932 rVB2 218669 232492 12.71% 1.129%
44 13.657 1965 1967 1971 rVB2 128915 116049 6.34% 0.564%
45 13.751 1980 1983 1989 rVB 258397 245089 13.40% 1.190%
46 13.821 1992 1995 2003 rVB 145010 214918 11.75% 1.044%
47 13.951 2013 2017 2020 rBV2 601989 644456 35.22%  3.130%
48 13.980 2020 2022 2027 rVB 118738 109096 5.96% 0.530%
49 14.027 2027 2030 2033 rBvV3 56557 72524 3.96% 0.352%
50 14.439 2097 2100 2102 rBv2 72419 75669 4.14% 0.368%
51 14.463 2102 2104 2112 rVB3 142150 205087 11.21% ©.996%
52 14.992 2191 2194 2198 rBV 138449 202012 11.04% 0.981%
53 15.086 2206 2210 2214 rBV2 251822 295339 16.14% 1.434%
54 15.357 2253 2256 2262 rVB 121574 147724 8.07% 0.718%
55 15.421 2263 2267 2271 rBV 437056 567235 31.00% 2.755%
56 15.910 2346 2350 2355 rBV 224973 351179 19.19% 1.706%
57 15.980 2359 2362 2371 rVB4 131796 307359 16.80%  1.493%
58 17.527 2618 2625 2639 rVB7 248082 908687 49.66% 4.414%
59 17.992 2696 2704 2711 rBV6 147536 557388 30.46% 2.707%
60 18.068 2712 2717 2729 rVB6 241796 710906 38.86% 3.453%

61 18.333 2755 2762 2780 rBV6 194952 1030292 56.31% 5.004%

Sum of corrected areas: 20588329
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc : [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF135092.D\data.ms
2000000 5.398 6.410

1500000 7334

1000000
6.769

500000

122 4.998 L 6.046 @604

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 620640660680700720740760
Abundance TIC: BF135092.D\data.ms

2000000 9128

o

1500000

10.598
12.892

1000000 9.804
8.051 11.298

500000

11.833
9.245996.663 9.928 wﬂyzm 0.969 11"

125162745ﬁ
11708 BBl
ol — e S b b =t :

] \
Time--> 8.00 8.50 9.00 9.50 10. 00 10.50 11.00 11.50 12 00 12 50 13 00
Abundance TIC: BF135092.D\data.ms

2000000

1500000

1000000

13.951

500000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.833 12.04 ng 455582  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1657 (11.833 min): BF135092.D\data.ms (-1654) (- m/z 43.05 100.00%
43.0 ,73.0
192. = —
| H‘ o | 197 ‘ p7p2s6: | 1150 1200
owwHH Al ”m”m‘:‘l bbb b S TET miz 73,080 97.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5,02130  256.0 m/z 59.95 92.36%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— —p—
43.0 11.50 12.00
5000 129.0 m/z 41.05 78.70%
171.0
|
0?
m/z--> 20 40 80 100120140160180200 220 240 260
Abundance #109279:Tevadecanok:add — 7
73.0 11.50 12.00
43.0 m/z 57.00 76.70%
5000 129.0
185.0
228.0
015'0?15 = e
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\

Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 17-Norkaur-15-ene, 13-methy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.992 2.5 77498  Phenanthrene-d1e 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 17-Norkaur-15-ene

, 13-methyl-, (... 272

C20H32

003564-54-3 99

2 Hibaene 272 C20H32 002359-73-1 99
3 N-Benzylformamide 135 C8HINO 006343-54-0 30
4 2-Allylphenol 134 C9H1e0 001745-81-9 30
5 5,8,11,14-Eicosatetraenoic acid,... 318 C21H3402 002566-89-4 30

Abundance Scan 1684 (11.992 min): BF135092.D\data.ms (-1679) (-

5000

187.0 2290

105.1134.0
41.0
5000 2721
——
4 12.00
0! m/z 134.00 96.32%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #163970: 17-Norkaur-15-ene, 13-methyl-, (8.beta.,13.bet
134.0
105.0

187.0 229.0

0,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #163941: Hibaene
134.0
105.0
—
12.00
5000 m/z 91.05 83.80%

m/z 105.05 100.00%

12.00

m/z 135.00

S

0,
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #17788: N-Benzylformamide —
135.0 12.00
91.0 m/z 92.95 76.95%
5000
28.0
7.

S K N S—— o
m/z--> 20 40 60 80 100120140160 180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.627 4.20 ng 135340  Chrysene-di12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1792 (12.627 min): BF135092.D\data.ms (-1787) (- m/z 43.00 100.00%

43.0 73.0
5000 .

—
12.50 13.00
0! m/z 72.95 89.82%

m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
129.0

5000 ’ T T
12.50 13.00

284.C g
1850 o440 m/z 60.00  89.75%
\‘ | ‘ |

oL—4 i“‘ H“H\ HM‘ M \‘ ‘ L, ‘ e - \‘ “\ ‘\‘ .
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
A

e
12.50 13.00
5000 129.0 m/z 57.05 87.49%
‘ 199.0 2420
0L— L‘ ‘; \‘ ‘H‘M UM HH“‘ HMH\ \\‘\ il ‘ 1‘Gﬂ 0‘ ‘ SN “\ o —
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid — —
60.0 12.50 13.00

m/z 41.00 72.96%

5000 129.0
970 171 0 2130 256.0
il H

— —
m/z--> 50 150 200 250 12.50 13.00

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090523\
BF135092.D

: 05 Sep 2023 13:19

. CG

\JU

: 04212-03

. 6

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

: C:\Database\NIST20.L

L

SCINT.P

[TOPSOIL-OU3-DENALI-3

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 2-[3-Pyridyl]methylene-3-qu... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.310 3.17 ng 102177  Chrysene-di12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-[3-Pyridyl]methylene-3-quinucl... 216 C13H16N20 273748-56-4 55
2 2H-Benzimidazol-2-one, 6,7-dichl... 216 C8H6C12N20 077572-79-3 38

3 4-Fluoro-3-phenoxybenzaldehyde 216 C13H9F02 068359-57-9 38
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 38
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 30

Abundance Scan 1908 (13.310 min): BF135092.D\data.ms (-1904) (- m/z 109.00 100.00%

109.0 216.1
269.1
5000{ 44 o
163.1 _ —
h‘ ‘ 3413 441, 13.00 13.50
0 My b= ATz 216,05 96.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94320: 2-[3- Pyrldyl]methylene -3-quinuclidinol
16.0
5000 = e
41.0 118.0 13.00 13.50
m/z 215.10 71.23%
171.
0' \“\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #94742: 2H-Benzimidazol-2-one, 6,7-dichloro-1,3-dihydrg
216.0
r R
13.00 13.50
5000 m/z 69.10  63.72%
76.0 1
‘ 4.0 74.
HHH | i mh\h il \H Il
SASTTY PPt T I
m/z--> 50 100 150 200 250 300 350 400
Abundance #94396: 4-Fluoro-3-phenoxybenzaldehyde
216.0 13.00 13.50
m/z 269.10 55.09%
5000
77.0
1590
020 k|l b oy e hpgaghony
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2-Pentenoic acid, 5-(decahy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.416 7.22 ng 232492  Chrysene-di12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentenoic acid, 5-(decahydro-5... 304 C20H3202 024470-48-2 99
2 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5... 304 C20H3202 020257-75-4 81
3 Naphthalene, 1,1'-ethylidenebis[... 302 C22H38 054934-70-2 60
4 Naphthalene, 1,1'-methylenebis[d... 288 C21H36 055125-02-5 52
5 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 49
Abundance Scan 1926 (13.416 min): BF135092.D\data.ms (-1922) (- m/z 137.05 100.00%
81.1 137.1
411
5000
177.1 289.1 —
2321 13.50
0! m/z 81.10 94.98%
m/z--> 50 100 150 200 250 300
Abundance #204910: 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethy
137.0
81.0
41.0
5000 R
13.50
177.0 289.0 m/z 95.80  79.32%
0 ”\“‘h\ 1 ‘\H \”“1 ‘\”2‘]\1.‘\0\24\.‘4‘.0\ — "\ T
m/z--> 50 100 150 200 250 300
Abundance #204907: (E)-3-Methyl-5-((1R,4aR,8aR)-5,5,8a-trimethyl-
81.0 137.0
——
41.0 13.50
5000 289.0 m/z 41.10 78.49%
177.0
20
o M d b T L
m/z--> 50 100 150 200 250 300
Abundance #202481: Naphthalene, 1,1'-ethylidenebis[decahydro- —
81.0 137.0 13.50
41.0 m/z 69.10 70.59%
h MM
0— ‘1“ “1 ‘ LA , 1910 o ‘:‘30,‘2]0‘ —
mlz--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc : [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Isopimaric acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.657 3.60 ng 116049 Chrysene-d12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopimaric acid 302 C20H3002 005835-26-7 99
2 (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-... 302 C20H3002 002761-77-5 44
3 1-(3,3-Dimethyl-but-1-ynyl)-1,2-... 162 C12H18 1000275-87-0 35
4 10,12-Tricosadiynoic acid, methy... 360 C24H4002 1010333-59-4 35
5 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 25
Abundance Scan 1967 (13.657 min): BF135092.D\data.ms (-1965) (- m/z 105.05 100.00%
105.1
5000
—— —
13.50 14.00
0! m/z 91.00 85.16%
m/z--> 50 100 150 200 250 300
Abundance #202328: Isopimaric acid
105.0 241.0
302.0
187.0
50001  55.0 45.0 —— e
13.50 14.00
m/z 119.10  79.26%
0! H‘H \“‘Hl“ ‘Mhi ‘H‘\\\ \‘H\‘ M} \“ . \‘[ “‘ .
m/z--> 50 100 150 200 250 300
Abundance #202378: (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-methylene-5
79.0 119.0 M
—— 4
1 13.50 14.00
5000, 410 750 m/z 41.85 59.22%
302.0
‘ 246.0
o dlzore L
m/z--> 50 100 150 200 250 300
Abundance #38031: 1-(3,3-Dimethyl-but-1-ynyl)-1,2-dimethyl-3-methy T T
410 910 13.50 14.00
m/z 79.05 52.79%
147.0
5000
[y I \WH‘\‘\“ R —— ——
miz--> 50 100 150 200 250 300 13.50 14.00

8270-BF083023.M Wed Sep 06 14:12:59 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Dehydroabietic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.751 7.61 ng 245089  Chrysene-di2 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 94
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 94
3 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 52
4 2-Ethylidene-hydrazono-3-methyl-... 239 C10H10CIN3S 1000148-08-4 45
5 Methyl dehydroabietate 314 C21H3002 001235-74-1 43
Abundance Scan 1983 (13.751 min): BF135092.D\data.ms (-1980) (- m/z 239.15 100.00%
239.2
285.1
5000 197.1 ﬂ
431 1410 T T T T T T
‘ 91.0 I ‘ ‘ 13.50 14.00
A Ldodl “““MMM‘\H [ 1 3290 3750 08515 58.67%
m/z--> 50 100 150 200 250 300 350
Abundance #199992: Dehydroabietic acid
239.0 285.0
e 155 1400
197.0 ; :
141.0 m/z 197.10  42.96%
3.0
91.0 ‘
0l ‘\“\‘ 4 ‘\ \‘H‘\“‘H L \M‘\HMH\ \\h \H TSR T ‘\ EEE—
m/z--> 50 100 150 200 250 300 350
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10
285.0
239.0 R LI
13.50 14.00
5000 m/z 141.00  25.93%
197.0
43.0 141.0 ‘
o S “ “‘\‘ ) ‘L-‘\‘\‘ \H\ ‘Mm‘um‘ L ‘\M‘\H‘ ———
m/z--> 50 100 150 200 250 300 350
Abundance #199360: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylg —— —
239.0 13.50 14.00
m/z 43.10 24.49%
43.0
5000 285.0
183.0
91.0
ob— U ‘h\ ‘\\‘ ‘H‘ “ I ‘Hd i u\m\ H\ \\H‘ h\ ‘ ‘m e ‘“\‘ ‘ “‘ l R —— ——
mlz--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF083023.M Wed Sep 06 14:13:00 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc : [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1-Octadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.822 6.67 ng 214918  Chrysene-di12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 E-7-Octadecene 252 C18H36 1000130-92-0 94
3 9-Nonadecene 266 C19H38 031035-07-1 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1995 (13.821 min): BF135092.D\data.ms (-1992) (- m/z 55.00 100.00%
55.0
07.1
5000
AR
9.0 : :
0 * “Mwﬂu%ou‘%i%T?9§1““§?§ m/z 83.05 90.14%
m/z--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
67.0
7.0
5000 — ——
13.50 14.00
m/z 57.10 87.27%
0 T \‘\ ‘ ‘ \H L‘ 1‘ 1‘ H “\1\8\2\-()‘ T \2\5“2\'0\ T ’ UL ‘ LI
m/z--> 50 100 150 200 250 300 350
Abundance #138522: E-7-Octadecene
43.0
— ——
3.0 13.50 14.00
5000 m/z 43.10 82.55%
‘ * 252.0
(— ‘HHH ) te802100 |
m/z--> 50 100 150 200 250 300 350
Abundance #155958: 9-Nonadecene — —
55.0 13.50 14.00
m/z 69.00 76.34%
o %A«Aqmﬂﬂwﬂbﬂkvwmm\mMﬂﬂw
266.0
as |11 990s0ro I
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF083023.M Wed Sep 06 14:13:02 2023 Page: 11



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF090523\

Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc TOPSOIL-OU3-DENALI-3

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.439 2.35 ng 75669  Chrysene-d12 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Docosane 310 C22H46 000629-97-0 90
3 Heptadecane 240 C17H36 000629-78-7 72
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 72
5 Heneicosane 296 C21H44 000629-94-7 68
Abundance Scan 2100 (14.439 min): BF135092.D\data.ms (-2097) (- m/z 57.00 100.00%
57.0
5000 M
1450
13.0 1832 .
0 \H““w“}ﬂ 'M‘ TR - J‘ ot ‘3‘1‘1‘1‘ - ‘?’97‘3‘ ~ m/z 71.05 66.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 L —
14.50
m/z 43.05 65.34%
oLLLL111130 1690 2250 2820
\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0
——
14.50
5000 m/z 85.10 48.50%
11139 1690 2250 3100
o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane —
57.0 14.50
m/z 55.00 20.26%
5000
oL LU Y20 1690 2400 -
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF083023.M Wed Sep 06 14:13:03 2023 12
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc : [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1-Hexacosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.463 6.36 ng 205087  Chrysene-di2 13.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 91
2 Nonacos-1-ene 406 C29H58 018835-35-3 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 1-Tetracosene 336 C24H48 010192-32-2 87
Abundance Scan 2104 (14.463 min): BF135092.D\data.ms (-2102) (- m/z 43.10 100.00%
431 971
5000
240.1
——
. 14.50
178.0 .
ob— Hi‘ , “\m\“m ‘H\“‘\IW‘ ‘H‘uﬂ‘ \‘W‘\‘J‘\M ol 286.1333.2 410. ITI/Z 55.00 96.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
5000 111.0 ——
14.50
m/z 57.05 92.53%
0 T \“\ ‘ “ T “\‘ ‘ ‘H‘ \“‘\ “h 1“6\(-9\2‘19-\0\ T ‘ T \2\9\2‘.0\ T \3‘6\4.\.\0\ ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene
57.0
——
14.50
5000 111.0 m/z 83.10 92.42%
o UL eroog e MJLW
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol T
55.0 14.50
m/z 97.10 89.07%
5000 111.0 JJWJM
ol Ll 0 200 20 -
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF083023.M Wed Sep 06 14:13:04 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.086 10.41 ng 295339  Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Octadecane 254 C18H38 000593-45-3 94
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
Abundance Scan 2210 (15.086 min): BF135092.D\data.ms (-2206) (- m/z 57.05 100.00%
57.0
2 J/\%/&
9.0 —— ‘
‘ ’ \ 21832 252.1 15:00
oLk Il paole eeel | 33003761 nyz 71.e5  64.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 —— |
15.00
m/z 43.10 64.00%
ol \ e ‘\ . 1‘4‘1 0183.0225.0267.0 323.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\
m/z--> 0 100 150 200 250 300 350 400
Abundance #141058: Octadecane
57.0
T T
15.00
5000 m/z 85.10  48.54%
0
L oo oo
ol b b ] ! muuu_m_m_m_mw
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane — ‘
57.0 15.00
m/z 55.10  21.50%
- WW
141.0
oL oy o .
mlz--> 50 100 150 200 250 300 350 400 15.00

8270-BF083023.M Wed Sep 06 14:13:05 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.910 12.38 ng 351179  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 94
2 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 94
3 Heneicosane 296 C21H44 000629-94-7 93
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2350 (15.910 min): BF135092.D\data.ms (-2346) (- m/z 57.10 100.00%
57.1

5000

r

16.00
169.2 219.1266.1
o_HJ‘_ A 'M 109221942501 35123981 ./, 71.10  62.95%
mas 0 30 100 150 200 250 300 350 400

Abundance #314331: Triacontane

[&)]
~l
o

5000
16.00
m/z 43.05 61.39%
LD 1880 2250 2810 5370 4221
‘\\\\‘ \\‘\\\\‘\\f\‘\\\‘\\\\‘\\\\[\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #303744: Disulfide, di-tert-dodecyl
57.0
e
16.00
5000 m/z 85.10  46.92%
‘13 0 169.0
SRR S DU <Y — 1)
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane —
57.0 16.00
m/z 55.00 23.51%
- MMMJ\'/\M\NW
113.0
0 20’ i “ I I‘ | \1‘690 225.0 296.0
B —
m/z--> 0 50 100 150 200 250 300 350 400 16.00

8270-BF083023.M Wed Sep 06 14:13:06 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03

Misc

ALS vial : 6 Sample Multiplier: 1

[TOPSOIL-OU3-DENALI-3

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Heptacos-1-ene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.980 10.84 ng 307359  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 55
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 55
3 1H,5H-Pyrrolo[1',2':3,4]imidazo[... 166 C1OH18N2 054966-11-9 49
4 1-Octadecene 252 C18H36 000112-88-9 46

5 Dichlorophen, 0-(cyclohexanecarb... 378 C20H20C1203 1000354-65-6 43

Abundance Scan 2362 (15.980 min): BF135092.D\data.ms (-2359) (- m/z 83.10 100.00%
83.1
5000 WJVVNW“thj\k”WVwWvaM
264.1
—
39.1190.1 376.9 16.00
' 311.1 : 454.
oL \“““‘ J'H‘.m m/z 57.00  81.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #286432: Heptacos-1-ene
51.0
5000 111.0 T ‘ T
16.00
m/z 97.10 69.08%
378.0
0 \“\‘ “\ H \‘H“ ‘“\‘L‘\ “}1‘“6\3'!0\ ‘2\2\2\-(\)‘ L ‘ T TT ‘ T ‘\ T ‘ T 1T ’ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138490: E-15-Heptadecenal
43.0
—
97.0 16.00
5000 m/z 43.05 55.40%
ol LlhhiLI1t020102920 MJ\M“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #41363: 1H,5H-Pyrrolo[1',2':3,4]imidazo[1,5-a]pyridine, o 7
83.0 16.00
m/z 69.00 54.66%
5000
166.0
0 , —
m/z--> 50 100 150 200 250 300 350 400 450 16.00

8270-BF083023.M Wed Sep 06 14:13:07 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.527 32.04 ng 908687  Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
2 .beta.-Sitosterol 414 C29H500 000083-46-5 91
3 Ergost-7-en-3-0l, (3.beta.)- 400 C28H480 026047-31-4 64
4 Campesterol 400 C28H480 000474-62-4 53
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 49
Abundance Scan 2625 (17.527 min): BF135092.D\data.ms (-2618) (- m/z 43.05 100.00%
43.0
107.1
5000
159.1 213.2
303.3 414 — !
’ 17.50
ol L m/z 55.10 60.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —— |
145.0 414 17.50
‘ 2130 3030 m/z 107.05 51.92%
oL ‘\“ | ‘“M
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
N T
17.50
5000 m/z 81.05 51.86%
107.0 414.(
161.
610 2130 303.0
1 257. 354.0
0Ll
m/z--> 50 100 150 200 250 300 350 400
Abundance #302705: Ergost-7-en-3-ol, (3.beta.)- — ‘
43.0 17.50
m/z 41.05 47.41%
255.0
105.0 4000
5000
161.0
oLl H“\ \‘ 211. 299.0343.0 —
mlz--> 50 100 150 200 250 300 350 400 17.50

8270-BF083023.M Wed Sep 06 14:13:08 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 24-Noroleana-3,12-diene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.992 19.65 ng 557388  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 24-Noroleana-3,12-diene 394 C29H46 201358-24-9 93
2 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 90
3 .beta.-Amyrin 426 C30H500 000559-70-6 89
4 .alpha.-Amyrin 426 C30H500 000638-95-9 70
5 (Z)-2-((8R,8aS)-8,8a-Dimethyl-3,... 218 C15H220 137695-20-6 62
Abundance Scan 2704 (17.992 min): BF135092.D\data.ms (-2696) (-] | m/z 218.20 100.00%
218.2
5000
55.0
109.1 -
268.1 18.00
ok H MH”“ W\' bif pp 31613652 4203 . 263.20  65.11%
m/z--> 100 150 200 250 300 350 400 450
Abundance #298438: 24-Noroleana-3,12-diene
218.0
5000 T
18.00
107.0 y;
55.0 161.0 m/z 55.05 31.11%
0 hidhLL 28903230 3040
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)-
218.0
——
18.00
5000 m/z 95.00  28.11%
‘ 1190
L ClLlkeed | 200 sse0 ses
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #316495: .beta.-Amyrin —
218.0 18.00
m/z 69.10 25.21%
5000
69.0
b LTy L] 2720 sesg 4260 -
m/z--> 50 100 150 200 250 300 350 400 450 18.00

8270-BF083023.M Wed Sep 06 14:13:09 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Lup-20(29)-en-3-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.068 25.07 ng 710906  Perylene-d12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 81
2 2-Hydroxymethyl-2,6,8,8-tetramet... 236 C16H280 137235-47-3 53
3 Acetic acid, 3-hydroxy-6-isoprop... 278 C17H2603 1000185-44-8 51
4 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 50
5 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 38

Abundance Scan 2717 (18.068 min): BF135092.D\data.ms (-2712) (- m/z 205.10 100.00%

95.1 205.1
4. 149.1
5000
409.3 — T
2731 383 18.00
0" m/z 95.10 98.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #315404: Lup-20(29)-en-3-one
109.0 205.0
55.0
5000 —— :
18.00
161.0 313.0 4240 n/z 93.10  98.10%
Ll
0 o \;\‘\\Uh \‘\ il
m/z--> 50 100 150 200 250 300 350 400
Abundance #118855: 2-Hydroxymethyl-2,6,8,8-tetramethyltricyclo[5.2
149.0 205.0
41.0 95.0 ‘\ ‘

‘18.00
5000 m/z 121.10 86.58%
oL~ ! ‘“ ‘\“H‘LL‘ M “J‘ L‘\ ““ S .
0

m/z--> 5 100 150 200 250 300 350 400
Abundance #171102: Acetic acid, 3-hydroxy-6-isopropenyl-4,8a-dime —r ‘
43.0 18.00
m/z 107.05 85.81%

=

218.0

=

5000 95.0 147.0
m‘h Wl | 2630

, ‘\‘\\‘M‘MLL |’ ‘M}M\‘ ———— ——
m/z--> 50 100 150 200 250 300 350 400 18.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc : [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Lupeol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.333 36.33 ng 1030290  Perylene-di12 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 94
2 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30H500 1000513-01-3 89
3 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 70
4 Lupeol, trifluoroacetate 522 C32H49F302 1000394-56-7 70
5 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 64
Abundance Scan 2762 (18.333 min): BF135092.D\data.ms (-2755) (- m/z 95.05 100.00%
95.0 189.1
41.0
5000
" 315.3 4265 18.00 1850
M ‘H‘ ‘ | 257.1 3153 . 4261 8.00 850
0Ll A L s m/z 121.10 97.44%
miz--> 50 100 150 200 250 300 350 400
Abundance #316485: Lupeo
109.0 189.
5000 — —
25. 18.00 18.50
m/z 107.10 94.16%
0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #316529: Epilupeol; 20(29)-Lupen-3alpha-ol (isomer 1)
188.0
135.0 P ——
18.00 18.50
5000 81. m/z 55.00  89.91%
426.(
257.0
ol b1y 31903650 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0 — —
189.0 18.00 18.50
107.0 m/z 189.10 87.23%
S WM/A/\MMMW/\\&MN\NMW%W
oL \', W IO [ B A
miz--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90523\
Data File : BF135092.D

Acqg On : 05 Sep 2023 13:19

Operator : CG\JU

Sample : 04212-03 :
Misc : [TOPSOIL-OU3-DENALI-3

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 11.833 12.0 ng 455582 4 11.298 756540 20.0
17-Norkaur-15-e... 11.992 2.0 ng 77498 4 11.298 756540 20.0
Octadecanoic acid 12.627 4.2 ng 135340 5 13.951 644456 20.0
2-[3-Pyridyl]me... 13.310 3.2 ng 102177 5 13.951 644456 20.0
2-Pentenoic aci... 13.416 7.2 ng 232492 5 13.951 644456 20.0
Isopimaric acid 13.657 3.6 ng 116049 5 13.951 644456 20.0
Dehydroabietic ... 13.751 7.6 ng 245089 5 13.951 644456 20.0
1-Octadecene 13.822 6.7 ng 214918 5 13.951 644456 20.0
Eicosane 14.439 2.4 ng 75669 5 13.951 644456 20.0
1-Hexacosene 14.463 6.4 ng 205087 5 13.951 644456 20.0
Heptacosane 15.086 10.4 ng 295339 6 15.427 567235 20.0
Triacontane 15.910 12.4 ng 351179 6 15.427 567235 20.0
Heptacos-1-ene 15.980 10.8 ng 307359 6 15.427 567235 20.0
.gamma.-Sitosterol 17.527 32.0 ng 908687 6 15.427 567235 20.0
24-Noroleana-3,... 17.992 19.6 ng 557388 6 15.427 567235 20.0
Lup-20(29)-en-3... 18.068 25.1 ng 710906 6 15.427 567235 20.0
Lupeol 18.333 36.3 ng 1030290 6 15.427 567235 20.0
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