LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF031820.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 2.210 17 21 30 rvB 103567 132961 1.71% 0.194%
2 5.040 497 502 512 rvB 752541 949872 12.21% 1.383%
3 5.446 566 571 574 rBVY 6507257 6350916 81.66% 9.250%
4 6.457 737 743 746 rBVY 6611450 6861068 88.22% 9.993%
5 6.834 803 807 810 rBY 2158666 1798204 23.12% 2.619%
6 6.987 825 833 837 rBY 5881358 5472671 70.37% 7.971%
7 7.392 897 902 905 rBVY 4725681 4578183 58.87% 6.668%
8 8.116 1020 1025 1028 rBY 2903584 2369302 30.46% 3.451%
9 9.198 1203 1209 1212 rBY 8389354 7777321 100.00% 11.327%
10 9.310 1226 1228 1232 rVB 216145 179670 2.31% 0.262%

11 9.586 1272 1275 1280 rBV 615309 487152 6.26% 0.710%
12 9.875 1318 1324 1327 rBV 3273088 2629165 33.81% 3.829%
13 9.904 1327 1329 1333 rVB 204399 167910 2.16% 0.245%
14 10.075 1355 1358 1362 rBV 86723 85441 1.10% 0.124%
15 10.422 1414 1417 1423 rBV 105782 103425 1.33% 0.151%

16 10.663 1453 1458 1461 rBV 5147475 4623079 59.44% 6.733%
17 10.786 1476 1479 1483 rBV2 68482 86560 1.11% 0.126%
18 11.104 1530 1533 1538 rVvB2 169751 149048 1.92% 0.217%
19 11.363 1573 1577 1579 rBV 2891747 2531132 32.55% 3.687%
20 11.386 1579 1581 1584 rVVv 664542 529411 6.81% 0.771%

21 11.433 1584 1589 1592 rVB2 108807 129855 1.67% 0.189%
22 11.757 1642 1644 1650 rVB 120591 114911 1.48% 0.167%
23 11.892 1664 1667 1673 rBV 1255396 1150259 14.79%% 1.675%
24 11.975 1679 1681 1683 rVB 166463 116883 1.50% 0.170%
25 12.445 1758 1761 1763 rBV2 260601 268681 3.45% 0.391%

26 12.469 1763 1765 1767 rVB 270366 223609 2.88% 0.326%
27 12.574 1776 1783 1786 rBV 1058122 1012074 13.01% 1.474%
28 12.622 1789 1791 1797 rVB2 150820 144113 1.85% 0.210%
29 12.674 1797 1800 1807 rBV 445979 533606 6.86% 0.777%
30 12.804 1814 1822 1824 rBV 695249 830093 10.67% 1.209%

31 12.851 1828 1830 1836 rVB3 88139 94133 1.21% 0.137%
32 12.951 1842 1847 1850 rBV 6931002 6238622 80.22% 9.086%
33 13.133 1872 1878 1881 rVB2 103700 134212 1.73% 0.195%
34 13.198 1885 1889 1892 rBV2 116713 142047 1.83% 0.207%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.433 1925 1929 1931 rBV 271305 245809 3.16% 0.358%

36 13.868 1998 2003 2017 rBV6 261698 748947 9.63% 1.091%
37 13.998 2020 2025 2028 rVV 1801715 1975963 25.41% 2.878%
38 14.021 2028 2029 2032 rVB 183988 141192 1.82% 0.206%
39 14.174 2051 2055 2060 rBV 346390 303739 3.91% 0.442%
40 14.480 2103 2107 2110 rBV 532607 496216 6.38% 0.723%

41 14.786 2155 2159 2166 rVB 651611 639821 8.23% 0.932%
42 14.863 2169 2172 2178 rVB 161531 180263 2.32% 0.263%
43 15.033 2197 2201 2205 rBVY 219525 347711 4_.47% 0.506%
44 15.121 2212 2216 2223 rBVY 595813 751449 9.66% 1.094%
45 15.339 2249 2253 2256 rBVY 110167 144464 1.86% 0.210%

46 15.398 2260 2263 2267 rVV 129637 144180 1.85% 0.210%
47 15.463 2269 2274 2278 rVV 1330889 1649750 21.21% 2.403%
48 15.510 2278 2282 2287 rVB 518638 713140 9.17% 1.039%
49 15.945 2351 2356 2362 rBVY 375528 548429 7.05% 0.799%
50 16.451 2437 2442 2453 rVB 196560 382268 4.92% 0.557%

51 16.909 2517 2520 2531 rVB3 59310 110673 1.42% 0.161%
52 17.051 2540 2544 2549 rVB3 69163 139795 1.80% 0.204%

Sum of corrected areas: 68659398
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF119614.D

8000000

5.45 6.46
6000000 6.99
7.39
4000000
6.83
2000000
5.04

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: BF119614.D

8000000 9{20

12.95
6000000
10.66
4000000
9.87
8.12 11.36
2000000
11.89 1257
9.59 11.39 o §g.80
9.31 9 . 1.97 a 3
\ 80.07 10.42 @079 11.10 43 11.76 o 84 13320

M ST e R
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: BF119614.D
8000000
6000000
4000000
14.00
2000000 15.46
14.48 1479 1512 51
17 50 15.94
o T a 14 W\ 1645  16.47.05
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\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.04 10.56 ng 949872 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-0Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 502 (5.040 min): BF119614.D (-497) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IEPESARAS SRR RAREE RN
480 5.00 5.20 5.40
ol B8O 288 5900 58 17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL I IS R
59.0 480 500 520 5.40
0
150 1010 m/z 58.00 16.57%
0 Wl 830 |
LA S S SULEL L SURLLILAS UL DAL B UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 5.00 520 5.40
5000 m/z 101.00 15.23%
41.0
101.0
0-~-?@9-Vb~4w-~-|-~-J-~-|-~-|-~-|-~-|-~-|-~-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13639: 3-Octanol A L A maa
54.0 480 5.00 5.20 5.40
m/z 40.95 8.69%
5000 410 83.0
101.0
Obrrrr 22 ..h“‘..lhi..“..,: — J.. R —
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 4

R.T. EstConc Area Relative to ISTD R.T.
11.89 9.09ng 1150260  Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Octadecanoic acid
3 Pentadecanoic acid
4 Tridecanoic acid

5 Dodecanoic acid

284 C18H3602
242 C15H3002
214 C13H2602
200 C12H2402

000057-11-4 81
001002-84-2 76
000638-53-9 70
000143-07-7 64

Abundance Scan 1667 (11.892 min): BF119614.D (-1664) (-) m/z 60.00 100.00%
5000
297.2 256.2 3317 11.60 11.80 12.00 12.20
0! ; m/z 73.00 96.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43
5000 LN L L L L L LB LB L LB
11.60 11.80 12.00 12.20
213.0 m/z 43.10 94 .53%
157.0 185.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43.0,,73.0 L
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 86.13%

241.0 284.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 L
Abundance #95851: Pentadecanoic acid S B L L B B B B
43.0 ,73.0 11.60 11.80 12.00 12.20
m/z 55.00 76 .96%
5000 129.0
o250l i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M

Quant Title

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

= 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 4 11,14-Octadecadienoic acid,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.45 2.12 ng 268681 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 96
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 96
3 Methvl 7.12-octadecadienoate 294 C19H3402 1000336-43-8 94
4 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 91
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 91
Abundance Scan 1762 (12.451 min): BF119614.D (-1758) (-) m/z 67.00 100.00%
67.0
5000
ran sona| | 1220 1245 1260 1280
0 m/z 55.00 94 .65%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139719: 11,14-Octadecadienoic acid, methyl ester
67.0
5000 LR SR BN IR S
1220 12.40 12,60 12.80
m/z 57.00 92.08%
123.0 150.0 1780 220.0 263.0 294.0
0‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
' 12.20 12.40 12.60 12.80
5000 95.0 m/z 81.00 81.90%
0 1230 149.0 1789 262.0 294.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139680: Methyl 7,12-octadecadienoate T T T
550 | 810 12.20 12.40 12.60 12.80
m/z 43.00 70.90%
5000 109.0 150.0
o} o =
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF031820.M Tue Mar 31 02:03:09 2020

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.67 4.22 ng 533606 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1799 (12.669 min): BF119614.D (-1797) (-) m/z 43.05 100.00%
5000
12.40 12.60 12.80 13.00
0 m/z 73.00 80.65%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0
12.40 12.60 12.80 13.00
1850 o4 2840 m/z 59.95 79.33%
o150 F sy | pso |
m/z--> 50 100 1éo 200 250 360 3éo
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
12.40 12.60 12,80 13.00
5000 256.0 m/z 57.10 77.16%
129.0
157.0185. 02 130
0..k.,. JW%J.“IH Ilgﬂllﬂll e —
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L B B B
43.0 12.40 12.60 12.80 13.00
m/z 55.00 75.39%
73.0
129.0
185.0213.0241.0
oLl “H X \ o N I T - Y T 11
m/z--> m m 200 250 300 350 nmnmnmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 6 unknownl3.43 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.43 2.49 ng 245809 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromovaleric acid. decvl ester 320 C15H29Bro02 175083-30-4 46
2 Cvclodecane 140 C10H20 000293-96-9 41
3 E-14-Hexadecenal 238 C16H300 330207-53-9 38
4 1-Hexene-3.5-dione 112 C6H802 052204-69-0 38
5 1-Dodecanethiol 202 C12H26S 000112-55-0 38
Abundance Scan 1928 (13.427 min): BF119614.D (-1925) (-) m/z 43.05 100.00%
43.0
201.2
5000

13.20 13.40 13.60 13.80

Ot m/z 57.00 88.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #160911: 5-Bromovaleric acid, decyl ester
53.0
101.0 181.0
5000 TT T T[T T T T[T T T T[T T T T[T 1T

13!20 13.I4O 13!60 13.I80
m/z 55.00 81.65%k

207.0 241.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #17940: Cyclodecane
55.0
R AEEmEEES L
83.0 13.20 13.40 13.60 13.80
5000 m/z 41.00 61.96%
290‘ 111.0 1400
0...,.:‘.4 "
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92510: E-14-Hexadecenal R AEEmEEES L
43.0 13.20 13.40 13.60 13.80

m/z 201.20 61.80%

5000

140.0 168.0 210.0 238.0

Olrrrrrrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.87 7.58 ng 748947 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 2003 (13.868 min): BF119614.D (-1998) (-) m/z 57.00 100.00%
57.0
97.0
5000
391 13.60 13.80 14.00 14.20
oLt L3P 1811 217926002880 3263 0" 55 00 88.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 LR B SULLLE SR B
13.60 13.80 14.00 14.20
m/z 43.00 85.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0 USRS SUN SR AR
13.60 13.80 14.00 14.20
5000 m/z 83.10 67.21%
169.0
oL280] | | ‘ || teg0 |, 2199 2550 406.0
m/z--> §o 100 150 260 250 300 350 400
Abundance #177132: 1-Heneicosy! formate R e EmE
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.05 66.21%
5000
. | ’ | ) 1300 1820 2220 2940 409
m/z--> 50 100 150 200 250 360 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .17 3.07 ng 303739 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2054 (14.168 min): BF119614.D (-2051) (-) m/z 57.10 100.00%
57.1
‘99 0 41.1 183.1 229.0 267.2 302.1 1380 14.00 14.20 1440
ol Ay 40T 1831 229.0,26723021 0 Tnyz 71.10  53.89%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 AR D DN B
Bmmmmmmm
m/z 43.00 52.41%
o 2700 | | Jg%o 1410 183.0 226.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #202662: Heptacosane
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.05 36.11%
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #141426: Heneicosane T T T T T
57.0 13.80 14.00 14.20 14.40
m/z 55.00 22.45Y%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 55 100 150 260 250 360 3éo 1380 1400 1420 1440 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.48 5.02 ng 496216 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2107 (14.480 min): BF119614.D (-2103) (-) m/z 57.05 100.00%
57.0
5000 A
R DAL AL B B
1411 240.1 14.20 14.40 14.60 14.80
oL ,I. | l ll iy J832  SF0 280380903430 89720 sz 43.10  56.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
5000 L B B BRI UL
mmmmmmmm
99.0 m/z 71.10 55.40%
027l|0“ J ] i ‘11410 183.0 225.0254.0
m/z--> §0 100 150 260 2éo 360 3éo 400
Abundance #94345: Heptadecane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 42 .59%
99.0
o270 | | i1, 2410 182021102400
m/z--> §0 160 1éo 260 2éo 360 3éo 400
Abundance #194494: Hexacosane L L B L N N N B
57.0 14.20 14.40 14.60 14.80
m/z 55.00 22 .23%
- M‘“‘J by WM
27.0| | | ’ J 1410 183.0 2250 267.0 309.0 366.0
m/z--> 5'0 100 1&'30 200 250 3(')0 350 400 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 7.76 ng 639821 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2160 (14.792 min): BF119614.D (-2155) (-) m/z 57.00 100.00%
57.0
5000
[ 99[ ! 141.2 1832 224.22531 292.0 330.2 14.40 14,60 14.80 15.00 15.20
ol A AL e D) e m/z 71.10 57.15%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 R IR I PN I
14.40 14.60 14.80 15.00 15.20
m/z 43.05 53.08%
0 27,0 | ,9%01 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #129493: Eicosane
57.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 45 _49%
282.0
21,0 i \ | 141.0 183.0 2250
oL — I‘AAAA.‘{.‘{.{.\.‘....\.|....|....
m/z--> 50 150 200 250 300 350
Abundance #117636: Nonadecane T R e e
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 18.49%
5000
99.0 268.0
27J.O | \ 141.0 183 0 2950
oY s A W S ——
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.19 ng 180263 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 80
2 Farnesol isomer a 222 C15H260 1000108-92-4 76
3 Farnesol (EBE). methvl ether 236 C16H280 1000352-67-3 64
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 59
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 58
Abundance Scan 2172 (14.863 min): BF119614.D (-2169) (-) m/z 69.05 100.00%
69.0
136.1 254.1 14.60 14.80 15.00 15.20
04.9 1911
ol 388 b 0 0y J9LTepge 7 8001 8551 | 757781 05 55.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
5000 L UL B UL I
14.60 14.80 15.00 15.20
m/z 41.05 25.12%
o b 10q0“1|? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a
69.0
14.60 14.80 15.00 15.20
5000 m/z 95.00 13.57%
09.0
0 ...‘.l \‘J HIA.I\“; .'.“.];6.1.0. .294.0...|.... T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #90903: Farnesol (E), methy! ether e  RRRaE Bam s
69.0 14.60 14.80 15.00 15.20
m/z 136.10 10.64%
5000
07.0
oL 2291, J | 180 20402360
m/z--> 50 100 150 260 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.12 9.11 ng 751449 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 2216 (15.121 min): BF119614.D (-2212) (-) m/z 57.05 100.00%

57.0
5000

14.80 15.00 15.20 15.40
l l 1411 1832 268.1
o — .l, b “ b 052 28010800 3230 S724 | Tn/z 71.05  55.30%

m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA L L L L L LB L L |
14.80 15.00 15.20 15.40
m/z 43.05 55.00%
99.0
0 27,0 bl .I , 1410 183 0 225.0 267.0 323.0 380.0
it A T
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
R R R o
14.80 15.00 15.20 15.40
5000 m/z 85.05 41 .77%
99.0
—
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A BEE R
57.0 14.80 15.00 15.20 15.40
m/z 55.00 21.85%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
——— ,... T T T T T R RRRRE R R e E Ry
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 13 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.94 6.65 ng 548429 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 2355 (15.939 min): BF119614.D (-2351) (-) m/z 57.00 100.00%

57.0
5000 85.0

13.1 15.60 15.80 16.00 16.20
169.2
ol b L lfl by 2y (221228330811 3161 8782 | sz 71.10  54.61%
miz--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 LA L L L L L L |
850 15.60 15.80 16.00 16.20
29.0 m/z 43.10 53.28%
0 ,|, l }130 155.0183.0 226.0
Al e e T
miz--> 5 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
P A————————
15.60 15.80 16.00 16.20
5000 m/z 85.05 40.01%
85.0
290
0 || 1“9130 155.0183.0 225.0253.0 295.0323.0  380.0
v ...., L= L
miz--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T T T
57.0 15.60 15.80 16.00 16.20
m/z 55.00 23.04%
- T \Amﬁj\v/\\_.\/
29.0
0 ‘ ‘] i H13° 155.0183.0 225.0253.0 2950 338.0
TN i i A L e
mz--> 50 100 150 200 250 300 350 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119614.D

Aca On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
Quant Title : 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 14 Heptadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.45 4.63 ng 382268 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
5 1-lodoundecane 282 C11H23l1 004282-44-4 87

Abundance Scan 2442 (16.451 min): BF119614.D (-2437) (-) m/z 57.00 100.00%

57.0

38

5000 85.0
13.1 " 16.20 16.40 16,60 16.80
1411 177.1 2252
ol e T SIS ST 26001 3051 34833761 m/z 71.10  54.55%
m/z--> 50 100 150 200 250 300 350
Abundance #105894: Heptadecane, 2-methyl-
44.0
5000 LA L L L L L LB
710 16,20 1640 16.60 16.80
m/z 43.00 51.50%
. |99°12701550133021102390
e e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
e
16.20 16.40 16.60 16.80
5000 m/z 85.05 38.90%
85.0
29.0
o ‘ ﬂ13°141016901970225025302820
: e e o e e
miz--> 100 150 200 250 300 350
Abundance #202662: Heptacosane B S AR N e S LSRR
57.0 16.20 16.40 16.60 16.80
m/z 55.05 24 .59%
5000
85.0
20.0
0 | | 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
e e e e o SN
m/z--> 50 100 150 200 250 300 350 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032720\
Data File : BF119614.D

Acq On : 28 Mar 2020 14:03

Operator : CG/JU

Sample : L2040-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820.M
Quant Title : 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]
2-Pentanone, 4-hy... 5.04 10.6 ng 949872 1 6.83 1798200 20.0
n-Hexadecanoic acid 11.89 9.1 ng 1150260 4 11.36 2531130 20.0
11,14-Octadecadie... 12.45 2.1 ng 268681 4 11.36 2531130 20.0
Octadecanoic acid 12.67 4.2 ng 533606 4 11.36 2531130 20.0
unknown13.43 13.43 2.5 ng 245809 5 14.00 1975960 20.0
Trifluoroacetoxy ... 13.87 7.6 ng 748947 5 14.00 1975960 20.0
Hexadecane 14.17 3.1 ng 303739 5 14.00 1975960 20.0
Octadecane 14.48 5.0 ng 496216 5 14.00 1975960 20.0
Heptacosane 14.79 7.8 ng 639821 6 15.46 1649750 20.0
Squalene 14.86 2.2 ng 180263 6 15.46 1649750 20.0
Nonadecane 15.12 9.1 ng 751449 6 15.46 1649750 20.0
Tetracosane 15.94 6.7 ng 548429 6 15.46 1649750 20.0
Heptadecane, 2-me... 16.45 4.6 ng 382268 6 15.46 1649750 20.0
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