LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 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-BF083019.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 5.463 569 574 577 rBVY 2275370 2085860 78.93% 7.726%
2 6.475 741 746 749 rBY 2566654 2226979 84.26% 8.248%
3 6.616 766 770 773 rBVY 2658923 2304175 87.19% 8.534%
4 6.845 806 809 813 rBV 903470 695021 26.30% 2.574%
5 7.004 832 836 839 rBVY 2201203 1734524 65.63% 6.424%
6 7.404 899 904 907 rBVY 1730208 1419295 53.70% 5.257%
7 8.128 1023 1027 1030 rBv 1201902 922240 34.90% 3.416%
8 9.204 1206 1210 1213 rBV 2887475 2551252 96.53% 9.449%
9 9.592 1272 1276 1279 rBV 269468 224473 8.49% 0.831%
10 9.881 1321 1325 1329 rBV 1343236 1090557 41.26% 4_.039%

11 10.663 1454 1458 1462 rBV 1724860 1629901 61.67% 6.037%
12 11.363 1573 1577 1580 rBV 1332875 1099637 41.61% 4.073%
13 11.886 1662 1666 1671 rBV 472918 458248 17.34% 1.697%
14 12.439 1756 1760 1766 rBV 119930 132369 5.01% 0.490%

15 12.569 1779 1782 1784 rBV 33923 34925 1.32% 0.129%
16 12.669 1796 1799 1806 rBV 175719 179444 6.79% 0.665%
17 12.745 1809 1812 1814 rBV 28974 30627 1.16% 0.113%
18 12.822 1823 1825 1831 rVB 62373 66808 2.53% 0.247%
19 12.945 1841 1846 1849 rBV 2843487 2642838 100.00% 9.789%
20 13.045 1861 1863 1872 rVB10 28194 48492 1.83% 0.180%

21 13.304 1903 1907 1912 rBV 791299 738647 27 .95% 2.736%
22 13.416 1924 1926 1931 rVB6 34137 42968 1.63% 0.159%
23 13.674 1967 1970 1973 rBV 131755 133036 5.03% 0.493%
24 13.727 1976 1979 1986 rVB 261393 254150 9.62% 0.941%
25 13.839 1995 1998 2003 rBV 298214 392478 14.85% 1.454%

26 13.992 2020 2024 2027 rVB 1088109 932174 35.27% 3.453%
27 14.157 2050 2052 2055 rVB 55073 46337 1.75% 0.172%
28 14.321 2077 2080 2083 rBV 365658 345191 13.06% 1.279%
29 14.463 2101 2104 2109 rBV2 116181 139992 5.30% 0.519%
30 14.768 2152 2156 2159 rBV 145035 153605 5.81% 0.569%

31 15.098 2209 2212 2223 rVB 234244 378987 14.34% 1.404%
32 15.445 2266 2271 2274 rBV 691701 839521 31.77% 3.109%
33 15.480 2274 2277 2281 rVB 212630 270888 10.25% 1.003%
34 15.910 2346 2350 2355 rVB 193308 290590 11.00% 1.076%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.410 2431 2435 2445 rVB4 155011 311452 11.78% 1.154%

36 16.504 2447 2451 2457 rVB2 89621 151688 5.74% 0.562%

Sum of corrected areas: 26999369
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116773.D
6.47:%2
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e
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.62 Concentration Rank 1

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

6.62 66.31 ng 2304180 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 771 (6.622 min): BF116773.D (-766) (-) m/z 132.00 100.00%
5000
68
© 5 |17 e Prosie 520 640 ko 6k 700
o} R B m/z 68.05 33.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R L UL LR
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.55%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 21.07%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R BEmar )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 13.39%
5000 98 116
o -‘-“‘. 89 qu\,w 18189 Y| B |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
11.89 8.33 ng 458248 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1667 (11.892 min): BF116773.D (-1662) (-) m/z 73.00 100.00%
7B
43
5000 129
97 213 UL AN SR SN B
157 185
1 256 11.60 11.80 12.00 12.20
o 274290 318 | "m/z 60.00 70.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43
5000 129 L L BRI U B
11.60 11.80 12.00 12.20
157 1g5 213 256 m/z 43.05 60.02%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43
11.60 11.80 12.00 12.20
5000 m/z 57.05 57.47%
il
0...,.‘;..‘,‘.1..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid R e AR RRE
/7 11.60 11.80 12.00 12.20
m/z 55.05 49 .29%
5000 ~hMA_ANA_J'~—~ALK~VMMMﬁ¢Vd~WA
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\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl2.44 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.44 2.41 ng 132369 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl homovanillate 210 C11H1404 060563-13-5 43
2 Resorcinol. 2-acetvl- 152 C8H803 000699-83-2 38
3 6-Amino-2.4-dimethvlphenol 137 C8H11NO 041458-65-5 38
4 (4-Methoxv-phenvD)-(2-nitrocvclo... 265 C14H19NO4 103077-68-5 37
5 Benzenemethanol, 4-methoxy-.alph... 251 C13H17NO4 103130-05-8 37
Abundance Scan 1760 (12.439 min): BF116773.D (-1756) (-) m/z 137.10 100.00%
137
91
5000 228
65 12.20 12.40 12.60 12.80
39 165
Ol b W SN TR0 07 ) 24 819 38 "n/z 91.00 52.88%
m/z--> 50 100 150 200 250 300 350
Abundance #69006: Ethyl homovanillate
137

5000
12.20 12.40 12.60 12.80
210 m/z 228.10 49 _.23%
29 65 94
L
m/z--> 50 100 150 200 250 300 350
Abundance #25824: Resorcinol, 2-acetyl-
137
e T
12.20 12.40 12.60 12.80
5000 m/z 65.00 10.53%
43 81
T S —
m/z--> 50 100 150 200 250 300 350
Abundance #16752: 6-Amino-2,4-dimethylphenol
137 12.20 12.40 12.60 12.80

m/z 229.10 8.74%

5000
2 65 o
T .

m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13
R.T. EstConc Area Relative to ISTD R.T.
12.67 3.26 ng 179444 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 46
Abundance Scan 1799 (12.669 min): BF116773.D (-1796) (-) m/z 73.00 100.00%
43 7B
5000
12.40 12.60 12.80 13.00
(o} m/z 43.05 83.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
8 78
5000 129 L ELLELELE E e e
nmnmnmnm
m/z 60.00 75.67%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #61121: Dodecanoic acid
78
43 12.40 12.60 12.80 13.00
5000 m/z 57.05 71.23%
129
) 157 200
e |
0 |||||‘=||l|‘|‘||‘l‘ ..‘.l. H”I‘II‘H\HIH‘”H\”” ”\”1|8|?”|”” S RARARRasasaxscENCEEO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 AﬁNm)ﬁNAm”wa
Abundance #84453: Tetradecanoic acid R B
78 12.40 12.60 12.80 13.00
43 m/z 55.00 63.52%
5000 129
‘ 185 228 LmMmAmydmhwﬂwwﬁ
2 M
0..w.ﬁ.ﬂhsh.ht ”....h,nu.%ﬁglﬁ?.J.” %%?.l” — R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.30 15.85 ng 738647 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acridin-9-amine. 1.2.3.4-tetrahy... 226 C15H18N2 297758-19-1 70
2 9H-Pvridol3.4-blindole. 7-methox... 226 C14H14N20 143502-37-8 50
3 Benzenamine. 4.4"-methvlenebisl2... 226 C15H18N2 000838-88-0 49
4 Acridin-9-amine. 1.2.3.4-tetrahv... 226 C15H18N2 1000300-57-6 49
5 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H10N202 000785-80-8 46

Abundance Scan 1906 (13.298 min): BF116773.D (-1903) (-) m/z 226.10 100.00%

26

165

5000

E

13.00 13.20 13.40 13.60

252 274 302 335

0 m/z 165.10 56.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82946: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethyl-
226
5000 LIS L L L L L L L L L LB LB
13.00 13.20 13.40 13.60
m/z 225.10 44 _84%
39 65 91l1}313o 154 181'%8
Ot et A e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82742: 9H-Pyrido[3,4-b]indole, 7-methoxy-1,9-dimethyl-
226
1 A
13.00 13.20 13.40 13.60
5000 183 m/z 194.10 19.54%

39 63 91 1}3 1q0 167 | .20

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

%

Abundance #82938: Benzenamine, 4,4'-methylenebis[2-methyl-
226 13.00 13.20 13.40 13.60
m/z 152.05 19.51%
5000
120
28 51 77 %8 | 1aa165 1P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Propen-1-one, 1-(2,6-dihy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.85 ng 133036 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 1-(2.6-dihvdroxy... 270 C16H1404 018956-15-5 97
2 2H-1-Benzopvran-7-ol. 3.4-dihvdr... 270 C17H1803 055670-26-3 30
3 4-Allvl-5-amino veratrole 193 C11H15N02 030058-51-6 30
4 Benzene. 1.2-methvlenedioxv-4-(3... 270 C14H10N204 191595-07-0 30
5 3-(Benzylideneamino)carbazole 270 C19H14N2 014384-36-2 30
Abundance Scan 1969 (13.669 min): BF116773.D (-1967) (-) m/z 192.95 100.00%
193
166 270
5000 % 138
5169
4 221 252 302 330350 13.40 13.60 13.80 14.00
o} MNP W MY Y A TP m/z 165.95 71.29%
m/z--> 50 100 150 200 250 300 350
Abundance #119173: 2-Propen-1-one, 1-(2,6-dihydroxy-4-methoxyphenyl)...
193 270
166
5000 138
95 13.40 13.60 13.80 14.00
- 51 g m/z 270.10 64.63%
0 .I. lll ‘|. =l| — I. I.lenj..l]f.‘?rl Ll — \. e |2%7|12|1512| ——————
m/z--> 50 100 150 200 250 300 350
Abundance #119316: 2H-1-Benzopyran-7-ol, 3,4-dihydro-5-methoxy-6-met...
166 270
13.40 13.60 13.80 14.00
5000 m/z 138.00 52.62%
B 91 117 138 239
0 . \JJL f”‘.‘“‘. JU ol I‘m; Lll. . “. LiIJ Imtl ‘};1?12(?9” . ‘J. L “ ——
m/z--> 50 100 150 200 250 300 350
Abundance #55261: 4-Allyl-5-amino veratrole R R
193 13.40 13.60 13.80 14.00
166 m/z 95.00 49.84Y%
5000
122
41 80
o 6. ‘.m];ﬂ%““ﬁ“‘:!ﬁ?#"...t —— — R R e
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Hydroxyphenylacetic acid,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.45 ng 254150 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hvdroxvphenvlacetic acid. ethy... 252 C13H2003Si 067903-48-4 64
2 Benzolblfuran. 3-(4-methoxvpheny... 252 C17H1602 074228-98-1 58
3 Benzonitrile. 3-(3-hvdroxv-4-met... 252 C15H12N202 304683-23-6 46
4 4H-Benzopvran-4-one., 3-(4-methox... 252 C16H1203 001621-58-5 42
5 3H-Pyrrolo[3,2-F]quinoline, 1,2,... 252 C17H20N2 1000302-73-4 41
Abundance Scan 1979 (13.727 min): BF116773.D (-1976) (-) m/z 252.05 100.00%
252
5000 165

13.40 13.60 13.80 14.00

283 305 332351

0 m/z 165.10 46 .86%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #103702: 3-Hydroxyphenylacetic acid, ethyl ester,O-trimeth...
252
5000 179 T LI B N 1T T LB

13.40 13.60 13.80 14.00
m/z 178.10  38.76%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104117: Benzo[b]furan, 3-(4-methoxyphenyl)-2,6-dimethyl-
252
13.40 13.60 13.80 14.00
5000 m/z 235.10 38.05%
165
43 126
| 63,8 109 | 145 } 194 521 ‘
oV SR Y e A ot N NP Y Yl )
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #103894: Benzonitrile, 3-(3-hydroxy-4-methoxybenzylidenamino) R e AL s e
252 13.40 13.60 13.80 14.00
m/z 237.10 30.34%
5000
a1 102 191
o33 5 o 152160, | 208505,
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclotetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.42 ng 392478 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 99
2 Cvclopentadecane 210 C15H30 000295-48-7 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1998 (13.839 min): BF116773.D (-1995) (-) m/z 83.05 100.00%
57
2000 an MN\Nﬂwvwvvnw}k~wuw\,wﬁw~,w
139 302 ' 13.60 13.80 14.00 14.20
3 168 : : : :
ol i Lt w10 200 239258 280 | 832849 | L7757 10 86.82%
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
55
5000 LR SR SURIUR IR SR
13.60 13.80 14.00 14.20
29 m/z 97.10 83.35%
0 167 195 222 251 279 308
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55
8 ' 13.60 13.80 14.00 14.20
5000 m/z 69.05 82.10%
29 111
i gl e 2o
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 A B B e
57 83 13.60 13.80 14.00 14.20
m/z 55.05 77 -.95%
- | JMW\A
29 139
o4 M || “h | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 10 4H-1-Benzopyran-4-one, 5-hy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1432 7.41ng 345191  Chrysene-di2 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-1-Benzopvran-d-one. 5-hvdroxy... 268 C16H1204 000520-28-5 93

2 N4_.N4*-Dipropvl-biphenvl-4.4"-di...

3 Dinaphtholl.2-b:1".2"-d1furan
4 Benzo(a)pvren-7-ol

5 3-Hydroxy-cis-D-homoestra-1,3,5(...

268 C18H24N2
268 C20H120
268 C20H120
268 C18H2002

017576-22-6 53
000207-93-2 53
037994-82-4 52
021547-08-0 49

Abundance Scan 2080 (14.321 min): BF116773.D (-2077) (-) m/z 268.10 100.00%
268
5000 239
95
138 LI I N N B L B
ﬂ| 120 166 14.00 14.20 14.40 14.60
210 303 : : . .
ob i fuadedye L, . rd, 18 l 323322 346 1 Tny77239.05  48.94%
m/z--> 50 100 150 200 250 300 350
Abundance #117302: 4H-1-Benzopyran-4-one, 5-hydroxy-7-methoxy-2-phenyl-
268
5000 LA L L L L L L L LB L L |
239 14.00 14.20 14.40 14.60
m/z 95.00 24 .48%
95 138
20 5189 7 10 19185 210
el A P e e
m/z--> 50 100 150 200 250 300 350
Abundance #117592: N4,N4'-Dipropyl-biphenyl-4,4'-diamine
239 268
e AREEEEEaSEE
14.00 14.20 14.40 14.60
5000 105 m/z 69.00 21.62%
209
41 58 76 | 13415.2 181 | u
et bt
m/z--> 50 100 150 200 250 300 350
Abundance #117662: Dinaphtho[1,2-b:1',2-d]furan T
268 14.00 14.20 14.40 14.60
m/z 225.10 20.84%
5000
239
40 63 87 111 3% 163 187 213 |
— T
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF083019.M Wed Sep 04 16:29:41 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .46 3.00 ng 139992 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tritetracontane 605 C43H88 007098-21-7 86
3 Tetracosane 338 C24H50 000646-31-1 83
4 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 76
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 74
Abundance Scan 2104 (14.463 min): BF116773.D (-2101) (-) m/z 57.10 100.00%
57
5000 MmeAb,MﬁM\ﬂ\m~“m~J\~w~v
LA SRR BN SURIUR B
145 268301 347 14.20 14.40 14.60 14.80
Ol rrhrh o230 39% m/z 71.10 87.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57
5000 L SIS B SR U
mmmmmmmm
99 m/z 85.10 66.04%
0 27| |14 183 225 281 337 304
m/z--> §0 160 150 260 2éo 300 3%0 460 4%0 560 séo 660
Abundance #241174: Tritetracontane
57
1420 14.40 14.60 14.80
5000 m/z 43.10 65.15%
97
o | 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> §0 160 150 260 250 300 350 400 450 560 séo 660
Abundance #175557: Tetracosane e  RRRaE Bam s
57 14.20 14.40 14.60 14.80
m/z 83.05 27 .74%
5000
99
0 21 |, 141 183 225 267 338
m/z--> §0 160 1éo 260 250 300 350 400 4%0 560 séo 660 14'20 14.40 14. 60 14-80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetracosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.77 3.66 ng 153605 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetracosane 338 C24H50 000646-31-1 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2156 (14.768 min): BF116773.D (-2152) (-) m/z 57.10 100.00%

57
85
5000
113 LA UL B SN
137 159 228 14.40 14.60 14.80 15.00
| L 7283205 || 299 207316337302 ' hyz 71.10  86.95%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 L B SN B BULRL B

14.40 14. 60 14. 80 15.00

- m/z 85.05 65.94%
113
oL, |47 14t 169 197 225 253 338
i T
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
R R
14.40 14.60 14.80 15.00
5000 85 m/z 43.10 51.60%
113
N BEE 141,169 197 225 267 295 365 393
A e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L BT o e
57 14.40 14.60 14.80 15.00
m/z 41.00 19.42%
85
5000
29 113
oL L L L 1y 140 160 197 225 253 206
e R
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\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 9.03 ng 378987 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 89
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2212 (15.098 min): BF116773.D (-2209) (-) m/z 57.10 100.00%

85
5000

14.80 15.00 15.20 15.40
m/z 71.10 82.03%

o 141 169192 227251275 316 344 378

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

14.80 15.00 15.20 15.40
m/z 85.10 63.64%

5000

141 169 197 225 267 205 365 393

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
T T
14.80 15.00 15.20 15.40
5000 85 m/z 43.10 53.94%
113 154
o ‘ LT, T 4183 211 239 281
ettt e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R R R
57 14.80 15.00 15.20 15.40
m/z 55.05 20.81%
5000 85
113
0 L7177 141 183 211 239 267 296
I o L e o o o o e R EREREREEEE
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.91 6.92 ng 290590 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 2350 (15.910 min): BF116773.D (-2346) (-) m/z 57.10 100.00%

57
5000

15.60 15.80 16.00 16.20

]I u ; ,, ,169190211233 266287 320 345

Ot 4 I A o B o S o o e m/z 71.10 87.60%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB L |
15.60 15.80 16.00 16.20
29 m/z 85.10 67.42%
oL L. I J / J1§1I169 197 225 253 296
N e O i B A e e B S I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
RS R R RS REREE
15.60 15.80 16.00 16.20
5000 85 m/z 43.10 55.80%
113 941
oL2/ | [ | 47,169 197 225 253 281 309 337 365 393 422
....,.... e A e T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane AR e RE R
57 15.60 15.80 16.00 16.20
m/z 99.05 22.01%
5000 85
29 113
o Pl 77,141 169 197 225 253 295 323 367
L L e e e e e L B B B o e o R RS R AR
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.41 7.42 ng 311452 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 86
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
4 Heneicosane 296 C21H44 000629-94-7 80
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 2435 (16.410 min): BF116773.D (-2431) (-) m/z 57.10 100.00%
85
5000
155 16.00 16.20 16.40 16.60 16.80
225 329 360 : : : : :
o 197 o JeLzaoT m/z 71.05  81.79%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 AR SRR B SRR BN
16. oo 16. 20 16. 40 16. 60 16 80
113 m/z 85.10 64 .31%
o |y 1At e 197 225 253 281 309 337 365 437
m/z--> 6 §o 160 150 200 2éo 360 3%0 460 '
Abundance #223853: Heneicosane, 11-decyl-
57
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 43.10 52.61%
29 s 295
o L || |7y 141 169 197 225 266 | 323 435
m/z--> 6 §o 160 1%0 260 250 360 3%0 460 '
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester A B o
43 16.00 16.20 16.40 16.60 16.80
m/z 99.10 24 .62%
- 71 LW;J\»WW
97
ol 1| ‘ | J | *35 154 182 217
m/z--> 6 §o 160 150 260 250 360 3%0 460 ! 1600 1620 1640 1660 1680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116773.D

Aca On : 3 Sep 2019 15:38

Operator : HP/JU

Sample : K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 cis,trans-2-Ethylbicyclo[4.... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.50 3.61 ng 151688 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-2-Ethvlbicvclol4.4.01d... 166 Cl2H22 066660-38-6 59
2 Naphthalene. 1.1"-methvlenebisld... 288 C21H36 055125-02-5 50
3 2-Pentenoic acid. 3-methvl-5-(2.... 236 C15H2402 1000196-81-2 43
4 Cvclohexene. 1-butvl- 138 C10H18 003282-53-9 38
5 (4-Methoxy-phenyl)-(2-nitrocyclo... 265 C14H19NO4 103077-68-5 38
Abundance Scan 2450 (16.498 min): BF116773.D (-2447) (-) m/z 137.10 100.00%
il 137
e J\J\]LM\
109 PSSR BRI
h ” | 163181 208 229247 269289 327 348 16.20 16.40 16.60 16.80
Ob et el ettt m/z 81.05 98.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #35205: cis,trans-2-Ethylbicyclo[4.4.0]decane
137
81
5000 LR SRR UL SR SULE
55 166 16.20 16.40 16.60 16.80
m/z 95.00 40.23%
109
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #134783: Naphthalene, 1,1'-methylenebis[decahydro-
137
41 81 RN AR
16.20 16.40 16.60 16.80
5000 m/z 69.05 28.23%
288
ol 6 109 163 192 231248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #90783: 2-Pentenoic acid, 3-methyl-5-(2,6,6-trimethyl-1-cy... R R e R
137 16.20 16.40 16.60 16.80
m/z 82.00 23.27%
5000 95
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090319\
Data File : BF116773.D

Acq On : 3 Sep 2019 15:38

Operator : HP/JU

Sample . K4554-57

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6.62 6.62 66.3 ng 2304180 1 6.85 695021 20.0
n-Hexadecanoic acid 11.89 8.3 ng 458248 4 11.36 1099640 20.0
unknownl12 .44 12.44 2.4 ng 132369 4 11.36 1099640 20.0
Octadecanoic acid 12.67 3.3 ng 179444 4 11.36 1099640 20.0
Acridin-9-amine, ... 13.30 15.9 ng 738647 5 13.99 932174 20.0
2-Propen-1-one, 1... 13.67 2.9 ng 133036 5 13.99 932174 20.0
3-Hydroxyphenylac... 13.73 5.5 ng 254150 5 13.99 932174 20.0
Cyclotetracosane 13.84 8.4 ng 392478 5 13.99 932174 20.0
4H-1-Benzopyran-4... 14.32 7.4 ng 345191 5 13.99 932174 20.0
Octacosane 14.46 3.0 ng 139992 5 13.99 932174 20.0
Tetracosane 1477 3.7 ng 153605 6 15.44 839521 20.0
2-methyloctacosane 15.10 9.0 ng 378987 6 15.44 839521 20.0
Heneicosane 15.91 6.9 ng 290590 6 15.44 839521 20.0
Hentriacontane 16.41 7.4 ng 311452 6 15.44 839521 20.0
cis,trans-2-Ethyl... 16.50 3.6 ng 151688 6 15.44 839521 20.0
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