LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acqg On : 19 Apr 2019 13:45 Instrument :

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

3?22'6 : K2413-01 NCC-TOPSOIL-KY

ALS Vial : 7 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_.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 2.199 16 19 26 rvB 39119 62229 2.01% 0.156%
2 5.516 578 583 586 rBV 2906999 2749623 88.90% 6.904%
3 6.516 748 753 756 rBV 2860132 2742124 88.66% 6.886%
4 6.663 774 778 782 rBV 3207868 2922503 94.49% 7.339%
5 6.898 814 818 821 rBV 1359608 1149444 37.16% 2.886%
6 7.051 840 844 848 rBV 2669837 2377090 76.86% 5.969%
7 7.451 907 912 915 rBV 2048618 1716926 55.51% 4.311%
8 8.175 1031 1035 1039 rBV 1615492 1347864 43.58% 3.385%
9 8.969 1167 1170 1176 rBV2 67585 59520 1.92% 0.149%
10 9.251 1213 1218 1221 rBV 3793958 3092891 100.00% 7.766%
11 9.375 1236 1239 1246 rVB3 26274 42036 1.36% 0.106%
12 9.639 1281 1284 1291 rVB 424579 337457 10.91% 0.847%
13 9.792 1305 1310 1314 rBvV 42276 47142 1.52% 0.118%

14 9.933 1329 1334 1337 rBV 1403953 1347127 43.56% 3.383%
15 10.716 1462 1467 1477 rBV 1679980 1635219 52.87% 4.106%

16 11.357 1573 1576 1578 rBV2 39799 39170 1.27% 0.098%
17 11.410 1580 1585 1588 rBV 1347441 1273151 41.16% 3.197%
18 11.451 1588 1592 1594 rVB2 146269 178859 5.78% 0.449%

19 11.475 1594 1596 1597 rBV 43641 38523 1.25% 0.097%
20 11.551 1607 1609 1619 rVB4 46641 59458 1.92% 0.149%
21 11.633 1619 1623 1627 rBV 98837 90126 2.91% 0.226%
22 11.869 1658 1663 1666 rBv4 37762 50003 1.62% 0.126%
23 11.910 1666 1670 1672 rVVv4 40515 58319 1.89% 0.146%
24 11.939 1672 1675 1687 rVV 774852 804868 26.02% 2.021%
25 12.027 1687 1690 1692 rVB2 41861 43691 1.41% 0.110%
26 12.116 1702 1705 1714 rVB5 81365 96404 3.12% 0.242%
27 12.204 1716 1720 1722 rBV2 26523 37113 1.20% 0.093%
28 12.504 1767 1771 1775 rBV7 30350 53860 1.74% 0.135%

29 12.621 1788 1791 1794 rBV 460101 413606 13.37% 1.039%
30 12.645 1794 1795 1797 rVVv2 109000 109351 3.54% 0.275%

31 12.669 1797 1799 1805 rVB3 125811 143105 4.63% 0.359%
32 12.721 1805 1808 1816 rBV2 410905 467589 15.12% 1.174%
33 12.851 1824 1830 1833 rBV 422988 404261 13.07% 1.015%
34 12.898 1836 1838 1843 rVB4 36635 48601 1.57% 0.122%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acqg On : 19 Apr 2019 13:45 Instrument :

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

3?22'6 : K2413-01 NCC-TOPSOIL-KY

ALS Vial : 7 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 :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.998 1850 1855 1858 rBV 3327004 2945821 95.24% 7.397%

36 13.069 1863 1867 1870 rBV2 33727 58114 1.88% 0.146%
37 13.180 1880 1886 1889 rBV2 73429 99670 3.22% 0.250%
38 13.245 1893 1897 1899 rVB2 69039 74321 2.40% 0.187%
39 13.286 1900 1904 1906 rBVZ2 55566 71214 2.30% 0.179%
40 13.374 1916 1919 1922 rBV2 44710 41042 1.33% 0.103%
41 13.410 1922 1925 1927 rBV2 57526 62058 2.01% 0.156%
42 13.445 1928 1931 1933 rBV3 90919 86175 2.79% 0.216%
43 13.474 1933 1936 1940 rVV6 36191 54582 1.76% 0.137%
44 13.686 1969 1972 1977 rVB2 71688 88092 2.85% 0.221%

45 13.845 1997 1999 2003 rVB2 121271 112381 3.63% 0.282%

46 13.986 2018 2023 2029 rBV5 186147 493868 15.97% 1.240%
47 14.045 2029 2033 2036 rVvv2 1715085 2000777 64.69% 5.024%
48 14.068 2036 2037 2042 rVB 280203 230397 7.45% 0.579%
49 14.527 2112 2115 2118 rVB2 205036 184715 5.97% 0.464%
50 14.580 2122 2124 2127 rVB2 122917 116186 3.76% 0.292%

51 14.627 2128 2132 2139 rBV6 136586 312628 10.11% 0.785%
52 14.833 2165 2167 2170 rVB 138111 116138 3.75% 0.292%
53 14.910 2178 2180 2185 rVB2 171120 174405 5.64% 0.438%
54 15.092 2207 2211 2214 rBV 339566 529442 17.12% 1.329%
55 15.180 2222 2226 2233 rVB2 767562 931232 30.11% 2.338%

56 15.398 2259 2263 2269 rVB 268968 338500 10.94% 0.850%
57 15.457 2270 2273 2279 rVV 293232 385456 12.46% 0.968%
58 15.521 2280 2284 2288 rVV 1151363 1461251 47.25% 3.669%
59 15.562 2288 2291 2296 rVB3 237576 349699 11.31% 0.878%
60 16.010 2362 2367 2374 rVB 650883 969974 31.36% 2.436%

61 17.668 2645 2649 2652 rBV3 183163 341588 11.04% 0.858%
62 18.209 2735 2741 2755 rVB5 368146 1154874 37.34% 2.900%

Sum of corrected areas: 39823853
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF113855.D

3500000
6.66

3000000 5.52 6.52
7.05

2500000
7.45
2000000
1500000 6.90
1000000

500000

220 | L I L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113855.D

3500000 13.00
3000000
2500000

2000000
8.17 10.72

1500000 9.93 11.41
1000000

500000 9.64

o1t ?£7 Lg§744ﬁ 52

N el S -
| LA AL B B B B To=TT=T LI B T T T T T T T T T T T T T T T T T 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: BF113855.D

3500000
3000000
2500000
2000000 14.04
1500000

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.66 Concentration Rank 1

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

6.66 50.85 ng 2922500 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 777 (6.657 min): BF113855.D (-774) (-) m/z 132.00 100.00%
5000 68
40 %6 J 640 6.60 6.80 7.00
54 : : : :
o Jrer | sus N n/z 68.00 45.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IS SRR RSN A
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.41%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.00 28.31%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R EBEEEmE s
132 6.40 6.60 6.80 7.00
m/z 69.05 17.74%
117
5000
29 91
7 1R er ey )
0 |‘|||‘||‘N|‘l|||“||‘ﬁ|“i‘:::‘:l‘ : —— —— —— L S —
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 12.64 ng 804868 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 1675 (11.939 min): BF113855.D (-1672) (-) m/z 73.00 100.00%
73
5000
129
97 213 rrrriryTrrrrTry T T
| | u“ 115 143157171 192 227 541 256 11.60 11.80 12.00 12.20
0Ll m/z 60.00 77.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 R B R UL SRR
nmumnmnm
57171 21 m/z 43.00 74 .59%
185
0 ||||||||||||||| 143 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 06073
11!60 11fso 12!00 12)20 '
5000 29 m/z 57.10 62.57%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 w
Abundance #95851: Pentadecanoic acid ST T T T T
3 60 73 11.60 11.80 12.00 12.20
m/z 41.00 56.64%
5000 129
29
‘ ‘ 131571711859 242 f
ol1s L NNV N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.72 7.35 ng 467589 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 1808 (12.721 min): BF113855.D (-1805) (-) m/z 73.00 100.00%
43 7
5000 129
S 185 241
157 | |213 l 284 12.40 12.60 12.80 13.00
ol O IO o O S ¥ P SR IS — m/z 43.10 83.33%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 73
5000 129 IR BN SRR
o7 12.40 12.60 12.80 13.00
185 241 o84 m/z 60.00 77 .63%
e T |
oL '=|‘ “u“‘u“l“ ‘i”:“l‘:‘ | L \I\II\II ——t —
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
12.40 12.60 12.80 13.00
5000 129 m/z 57.05 69.02%
97 199 242
157
180
L L L WL S B B
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester RN wa T
43 12.40 12.60 12.80 13.00
m/z 55.00 68 .54%
73
129
97
185
ol ‘. ., uUI.HI.IIL o P Pl | s o o Vo
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 3-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.99 4.94 ng 493868 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Heneicosanol 312 C21H440 015594-90-8 87
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 86

Abundance Scan 2024 (13.992 min): BF113855.D (-2018) (-) m/z 83.05 100.00%

5000

3

13.60 13.80 14.00 14.20 14.40
m/z 69.05 97.08%

22

7

0 244959275 302
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)-

i

13.60 13.80 14.00 14.20 14.40
m/z 97.05 93.87%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
e o
13.60 13.80 14.00 14.20 14.40
5000 11 m/z 55.00 86.61%
29 139
o 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol B B E e
13.60 13.80 14.00 14.20 14.40
m/z 57.05 85.35%
0 139 167182 210 238 266 294

T I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20 14.40
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041919\
BF113855.D

19 Apr 2019 13:45

Ju/sJ

K2413-01

7 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M

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 Behenic alcohol

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.63 3.13 ng 312628 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Cyclotetracosane 336 C24H48 000297-03-0 92
3 1-Heptacosanol 396 C27H560 002004-39-9 86
4 n-Tetracosanol- 354 C24H500 000506-51-4 86
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 70

Abundance Scan 2132 (14.627 min): BF113855.D (-2128) (-) m/z 97.10 100.00%
57 g7
262
5000
149 14203 231 ogp 309 342 14140 14,60 14.80 15.00
o} m/z 57.00 96.69%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 LA L L L L L L L LB
14,40 14.60 14.80 15.00
- m/z 83.05 96.32%
ol L LA ‘\ | 707 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
" 14.40 14.60 14.80 15.00
5000 111 336 m/z 69.00 81.92%
29
o 139 167 195 292 251 279 308
m/z--> " 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol L i
57 7 14.40 14.60 14.80 15.00
m/z 43.05 75 .35%
5000
125
o 21 ’ | L L1§34181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Supraene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.91 2.39 ng 174405 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 68
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
3 Farnesol isomer a 222 C15H260 1000108-92-4 58
4 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
5 2,6-Octadien-1-o0l, 3,7-dimethyl-._. 196 C12H2002 016409-44-2 45
Abundance Scan 2180 (14.910 min): BF113855.D (-2178) (-) m/z 69.00 100.00%
60
5000 J\_/\NAMJ\
41 254 U USRI BRI B
95 14.60 14.80 15.00 15.20
191 224
ol b .A“,J.l';@ ‘ ,161 200299325 857 "m/z 81.00 49.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L SR SO B SR
14.60 14.80 15.00 15.20
41 o 137 m/z 41.00 17.94%
0 ’ L gl 347 ] 163 191 217 245 273 299 341 367 410
L TT T L L LN LN UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14.80 15.00 15,20
5000 m/z 254.00 14 .95%
41
95
o 115137 165 193
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a e RS R ama E S
69 14.60 14.80 15.00 15.20
m/z 95.00 11.14%
5000{ 41
93
I W S PO
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113855.D

Acq On 19 Apr 2019 13:45

Operator : JU/SJ

Sample - K2413-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.18 12.75 ng 931232 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2226 (15.180 min): BF113855.D (-2222) (-) m/z 57.05 100.00%
57
85
5000
LRSI S BRI SUMLIL I
141 169 14.80 15.00 15.20 15.40
oL iy l] Loy 00 197 225 253 200 322 351 379402 | sz 71.05  81.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175560: Tetracosane
57
85
5000 A AR DR B
14. 80 15. 00 15 20 15.40
141 160 m/z 85.10 60.35%
oL ‘: ‘\ “: u‘l\ Iwh\l | I“ |‘| l ‘ 1‘. I“ :|I-9|7 225 253: |2§1| |3O|g| 133‘18 T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14,80 15.00 15.20 1540
5000 85 m/z 43.05 56.98%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2%0 360 3%0 460
Abundance #194493: Hexacosane BRI BLELELEL BLELEL L B ]
57 14.80 15.00 15.20 15.40
m/z 55.00 20.99%
h I W/\/WJ\M
. 2?‘ i 14 M1}3.141 169 197 225 253 295 323 367
m/z--> 55 160 150 260 250 360 350 460 1480 1500 1520 1540 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.40 4.63 ng 338500 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 96
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 94
Abundance Scan 2263 (15.398 min): BF113855.D (-2259) (-) m/z 252.00 100.00%
252
5000
125
% 224 365 15.00 15.20 15.40 15.60 15.80
ol 4L 89, 72,4 161187 O JJ 272294 324345737385 | nz7 250.00  27.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
15.00 15.20 15.40 15.60 15.80
m/z 253.10 22 _.56%
0 50 74 99 M 146 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 12 .33%
125
oL17.39 74 99 150 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104229: Benz[e]acephenanthrylene e o
252 15.00 15.20 15.40 15.60 15.80
m/z 125.90 10.03%
5000
126
0 51 74 100|1{ 150 174 200 224
m/z--> 50 100 150 200 250 300 350 400 15.00 15,20 15,40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Docosane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.01 13.28 ng 969974 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 94
2 Tetracosane 338 C24H50 000646-31-1 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 90
Abundance Scan 2367 (16.010 min): BF113855.D (-2362) (-) m/z 57.10 100.00%
57
85
5000
LRI SRR SRR SUNIURA B
141 169 15.60 15.80 16.00 16.20 16.40
oLk ,I II L (197217239 206 204314 338350379 | “nso 71.10  83.93%
m/z--> 50 100 150 200 250 300 350
Abundance #209568: Docosane, 7-hexyl-
57
5000 85 NAUAEAR SRR AR B
15.60 15.80 16.00 16.20 16.40
113 16 m/z 85.05 61.87%
oL 3 ‘J‘ﬂ‘k |77 461707 211 230 267 399 337 363 302
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
85 LRI IR AN SUNIRA B
15.60 15.80 16.00 16.20 16.40
5000 m/z 43.10 55.60%
M3 m
. 29 169 197 225 253 281 3g9 338
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane A EEE T L
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 20.78%
85
29 113
ol L 77,141 369 107 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl7.67 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.67 4.68 ng 341588 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germacra-1(10),4,11(13)-trien-12... 232 C15H2002 000553-21-9 15
2 Cyclodecacyclododecene, 1,2,3,4,... 276 C20H36 014113-80-5 15
3 4-Acetamido-6-methoxy-8-aminoqui... 231 C12H13N302 063456-99-5 15
4 Ethyl 6-methoxy-8-nitrocinconinate 276 C13H12N205 1000214-25-7 11
5 Bicyclo[2.2.2]oct-2-ene, 1,4,5,5... 276 C1OH10F602 077495-76-2 11
Abundance Scan 2649 (17.668 min): BF113855.D (-2645) (-) m/z 231.10 100.00%
231
17.40 17.60 17.80 18.00
0’ m/z 43.00 82.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87717: Germacra-1(10),4,11(13)-trien-12-oic acid, 6.alpha...
1
53
109
5000 232 LI B BUUL UL UL
29 17.40 17.60 17.80 18.00
150 m/z 276.00 75.18%
176
0! \MMH\\“M\I‘IIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 81 276
17.40 17.60 17.80 18.00
5000 29 109 135 m/z 55.00 73.14%
i mﬁfm\wmmﬁﬁ\ﬁkkfw”
0 205 233
m/z--> 50 100 150 200 250 300 350 400
Abundance #86617: 4-Acetamido-6-methoxy-8-aminoguinoline AR EEEEE RS
43 231 17.40 17.60 17.80 18.00
m/z 161.05 70.78%
5000
189
118 160 1 w\ﬁ_/‘/\m\)k
m/z--> 50 100 150 200 250 300 350 400 17,40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

ﬁ?ggle i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 4,4,6a,6b,8a,11,11,14b-Octa... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.21 15.81 ng 1154870 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,4,6a,6b,8a,11,11,14b-0Octamethy... 424 C30H480 1000194-62-4 90
2 4,4,6a,6b,8a,11,12,14b-0Octamethy... 424 C30H480 1000194-64-2 47
3 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 41
4 3,4-Dichlorophenyl thiocyanate 203 C7H3CI2NS 003313-77-7 38
5 (1S,6R,95)-5,5,9,10-Tetramethylt. .. 218 C16H26 1000298-97-8 38
Abundance Scan 2741 (18.209 min): BF113855.D (-2735) (-) m/z 218.10 100.00%
218
109
5000
241273 [rorrprrr T T pr T T pTT
313 ) 265398 42 17.80 18.00 18.20 18.40 18.60
o m/z 203.10 75.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220502: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,6a,6...
218

?

5000 L e e

55 95 17. 80 18. 00 18 20 18. 40 18 60
135 m/z 205.10 68.44%
29 424
0 \H hd oS ) i \\ \ 243 713299 327353381 1"
m/z--> 50 100 150 250 300 350 400
Abundance
218
A B
17.80 18.00 18.20 18.40 18.60
5000 m/z 109.10 67.25%
55 95 135 150 424
o 29 257 285 313 341 367 395
I L e e e B e L ma e
m/z--> 50 100 150 200 250 300 350 400
Abundance #220485: Lup-20(29)-en-3-one A B o
205 17.80 18.00 18.20 18.40 18.60
109 m/z 95.10 65.85%

5000

Is

m/z--> 50 100 150 200 250 300 350 400 17. 80 18. 00 18 20 18. 40 18 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041919\

Data File : BF113855.D

Acq On : 19 Apr 2019 13:45

Operator : JU/SJ

3?22'6 i K2413-01 NCC-TOPSOIL-KY
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .66 6.66 50.9 ng 2922500 1 6.90 1149440 20.0
n-Hexadecanoic acid 11.94 12.6 ng 804868 4 11.41 1273150 20.0
Octadecanoic acid 12.72 7.3 ng 467589 4 11.41 1273150 20.0
3-Eicosene, (E)- 13.99 4.9 ng 493868 5 14.05 2000780 20.0
Behenic alcohol 14.63 3.1 ng 312628 5 14.05 2000780 20.0
Supraene 14.91 2.4 ng 174405 6 15.52 1461250 20.0
Tetracosane 15.18 12.8 ng 931232 6 15.52 1461250 20.0
Benzo[e]pyrene 15.40 4.6 ng 338500 6 15.52 1461250 20.0
Docosane, 7-hexyl- 16.01 13.3 ng 969974 6 15.52 1461250 20.0
unknownl7 .67 17 .67 4.7 ng 341588 6 15.52 1461250 20.0
4,4,6a,6b,8a,11,1... 18.21 15.8 ng 1154870 6 15.52 1461250 20.0
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