LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\

Data File : BF109043.D

Aca On : 17 Sep 2018 12:58 Instrument :

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

3?22'6 : J4775-05 5X OR-03-091418-A

ALS Vial : 7 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-BF091418 .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 5.319 503 507 516 rBV 595426 551336 3.69% 1.095%
2 6.342 676 681 687 rBV 716161 579615 3.88% 1.152%
3 6.484 701 705 712 rBV 735096 585924 3.92% 1.164%
4 6.719 741 745 749 rBV 737269 578117 3.87% 1.149%
5 6.878 768 772 775 rBV 510425 461276 3.09% 0.916%
6 7.272 834 839 844 rBV 415052 382039 2.56% 0.759%
7 8.001 959 963 966 rBY 1011686 843633 5.65% 1.676%
8 8.607 1061 1066 1070 rBV 263773 250705 1.68% 0.498%
9 9.078 1142 1146 1151 rVB 701916 622951 4.17% 1.238%
10 9.172 1159 1162 1166 rBV 386209 296338 1.98% 0.589%

11 9.701 1249 1252 1255 rBV 398455 314386 2.10% 0.625%
12 9.748 1255 1260 1264 rBV 904147 810559 5.42% 1.610%
13 10.195 1333 1336 1339 rVB 413917 321777 2.15% 0.639%
14 10.419 1370 1374 1376 rBV 140583 157949 1.06% 0.314%
15 10.530 1390 1393 1398 rVB2 449778 391032 2.62% 0.777%

16 10.666 1413 1416 1423 rBV 407761 455418 3.05% 0.905%
17 11.113 1489 1492 1495 rBV2 362392 314477 2.10% 0.625%
18 11.225 1508 1511 1513 rBV 853026 710672 4.76% 1.412%
19 11.248 1513 1515 1519 rVvVv 615670 478316 3.20% 0.950%
20 11.301 1520 1524 1527 rVB 195163 173353 1.16% 0.344%

21 11.542 1561 1565 1567 rBV 281064 269503 1.80% 0.535%
22 11.642 1578 1582 1585 rVB 5811804 4928802 32.99% 9.793%
23 11.836 1612 1615 1618 rBV 213802 228327 1.53% 0.454%
24 11.948 1631 1634 1639 rVB 257151 271041 1.81% 0.539%
25 12.336 1693 1700 1702 rBV 8639225 14941287 100.00% 29.685%

26 12.360 1702 1704 1709 rVV2 8657816 8026633 53.72% 15.947%
27 12.430 1712 1716 1719 rVV2 3449170 3088069 20.67% 6.135%
28 12.460 1719 1721 1723 rVV 367696 410642 2.75% 0.816%
29 12.483 1723 1725 1735 rVB2 739360 799899 5.35% 1.589%
30 12.660 1750 1755 1759 rBV 959878 986601 6.60% 1.960%

31 12.707 1760 1763 1766 rVV2 154346 150053 1.00% 0.298%
32 12.813 1778 1781 1787 rVB 624482 624240 4.18% 1.240%
33 12.983 1805 1810 1815 rBV2 237579 459142 3.07% 0.912%
34 13.060 1819 1823 1827 rVV3 304870 461511 3.09% 0.917%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : JA4775-05 5X

Misc :

ALS Vial : 7 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-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.148 1835 1838 1840 rVvVv 316377 261172 1.75% 0.519%

36 13.183 1840 1844 1847 rVV3 116640 161096 1.08% 0.320%
37 13.213 1847 1849 1854 rVV3 150341 164266 1.10% 0.326%
38 13.560 1905 1908 1912 rVB2 134863 186827 1.25% 0.371%
39 13.813 1948 1951 1953 rBV 282641 255168 1.71% 0.507%
40 13.848 1953 1957 1960 rVvv2 1002709 1259635 8.43% 2.503%

41 13.877 1960 1962 1965 rVB 382440 284685 1.91% 0.566%
42 14.330 2035 2039 2043 rBV4 160367 261765 1.75% 0.520%
43 14.742 2105 2109 2113 rBVY 762736 955158 6.39% 1.898%
44 14.860 2125 2129 2132 rBVY 292010 436327 2.92% 0.867%
45 15.136 2173 2176 2181 rBVY 179526 211043 1.41% 0.419%

46 15.195 2183 2186 2190 rBV 269357 279018 1.87% 0.554%
47 15.254 2192 2196 2200 rBVY 584031 690163 4.62% 1.371%

Sum of corrected areas: 50331946
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\

BF109043.D

17 Sep 2018 12:58

JussJ

J4775-05 5X

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.48 Concentration Rank 5

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

6.48 20.27 ng 585924 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 704 (6.478 min): BF109043.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 9.0 J 620 640 6.60 6.80
01 T L m/z 68.10 48.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR SR R R A
6.20 6.40 6.60 6.80
310 510 m/z 66.00 30.30%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 134.00 30.21%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.58%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0|  ANREENAREEE
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Tridecane Concentration Rank 17

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

8.61 5.94 ng 250705 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 80
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 64

Abundance Scan 1066 (8.607 min): BF109043.D (-1061) (-) m/z 57.05 100.00%
57.0
5000
39/0 8.20 8.40 8.60 8.80 9.00
O v ke m/z 43.05 84.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0
5000 RGBS SRR
8.20 8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.10 61.52%
0 o L L, 1130 1410 1840
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance #83024: Hexadecane
57.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.10 40.89%
85.0
29.0
0 \‘ | , 1130 1410 169.0 226.0
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance #48894. Decane, 2,3,5—tr|methy| L B LA L N L
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.05 34.81%
5000 85.0
29.0 141.0
Oty """l""‘l |'”t AR --%-%1?-?- "'ih T 1'6'9"(?| BV EEDY N
m/z--> 200 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Tetradecane Concentration Rank 13

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

9.17 7.31 ng 296338 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tridecane 184 C13H28 000629-50-5 86
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Hexadecane 226 C16H34 000544-76-3 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 64

Abundance Scan 1162 (9.172 min): BF109043.D (-1159) (-) m/z 57.10 100.00%
51.1
= o 0 WNUMM
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
11211271 1541 8.80 9.00 9.20 9.40 9.60
o e a7 1982 1 743,05 77.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
4110 L\/\NM/\'\/\/\N
5000 ERARAE AR N AR
85.0 8.80 9.00 9.20 9.40 9.60
m/z 71.10 61.52%
0 113 0 . 1410 169.0 198 0
miz--> B d o B 1t o e 1o ko oo
Abundance #48835: Tridecane
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.05 40.58%
41l 85.0
oL 200/ “\ L4 “ , 1180 | 14101560  184.0
m/z--> 20 40 éo 85 100 150 140 160 180 200 LuVVVV/AAULmﬂ
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.05 39.01%
5000 85.0
410
e pe b ol
0 269 il ‘M \‘ Il al 113.0 \‘ 169.0
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Bacchotricuneatin c Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.20 7.94 ng 321777 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98
2 Hexadecane 226 C16H34 000544-76-3 94
3 Pentadecane 212 C15H32 000629-62-9 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Tetradecane 198 C14H30 000629-59-4 78
Abundance Scan 1337 (10.201 min): BF109043.D (-1333) (-) m/z 57.10 100.00%
57.1
e i WM
rTrTTTrTTTTT T T T T T T
113.1 165.1 9.80 10.00 10.20 10.40 10.60
| I— ,I. Al s e’ | m/z 43.10 74.19%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7101 1120
5000 SRR AU SN B
9.80 10.00 10.20 10.40 10.60
m/z 71.10 68.76%
o MY 1910517 92450 312.0 342.0
m/z--> éo 100 1éo 200 250 360 '
Abundance #83026: Hexadecane
57.0
9.80 10.00 10.20 10.40 10.60
5000 85.0 m/z 85.10 47.13%
m/z--> éo 160 1éo 260 2éo 360 '
Abundance #71393: Pentadecane R e e ARAE R
57.0 9.80 10.00 10.20 10.40 10.60
m/z 41.05 32.71%
5000 85.0
29.0
m/z--> éo 160 1éo 260 2éo 300 ' 9%0 1obo 1dzo 1020 1&60

8270-BF091418.M Tue Sep 18 19:15:08 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.42 3.90 ng 157949 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 80
4 Heptadecane 240 C17H36 000629-78-7 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 1374 (10.419 min): BF109043.D (-1370) (-) m/z 57.05 100.00%
57.0
5000
85.0 N SN SN
113.1 1450 10.20 10.40 10.60 10.80
o.,....',...|,..l.,.\..:l,..:l.,.-...,.....1.7.“?.1.?92].2..................,........,... m/z 71.10 51.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
71.0

112.0

5000 TT T T[T T T T [T T T T[T T TT 7T
10.20 10.40 10.60 10.80
m/z 43.10 47 .42%
0 191.0516.0 245.0 312.0 342.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
T T
10.20 10.40 10.60 10.80
5000 m/z 85.05 25.45%
85.0
220 113.0
ol b ‘ J 1410 18302110 239.0
B R RAAaaa o e o e adaagansaassraas ey o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59887: Tridecane, 6-methyl- R A RaRaEat e e
57.0 10.20 10.40 10.60 10.80
m/z 41.10 22 .61%
5000
29.0 50 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.67 12.82 ng 455418 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 94
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 1417 (10.672 min): BF109043.D (-1413) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 10.40 10.60 10.80 11.00
0 ,,I At 1882 A0S e M7z 43.05  71.30%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57.0
85.0
5000 LRI BN BN I ML
10,40 10.60 10.80 11.00
29.0 m/z 71.10 70.68%
' 113.0
ol I I nl | 141.0169.0197.0 2400
m/z--> 20 40 60 85 1601201401601802002202402602803003503&0
Abundance #48835: Tridecane
57.0
10,40 10,60 10.80 11.00
5000 m/z 85.10 46.68%
85.0
29.0
o } L § ‘11301410 184.0
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane e A S S S
57.0 10.40 10.60 10.80 11.00
m/z 41.05 33.48%
5000 85.0
29.0 113.0
0 ‘ L s 14101690197022502530281030903380
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.11 8.85 ng 314477 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1492 (11.113 min): BF109043.D (-1489) (-) m/z 57.10 100.00%

57.1

5000

10.80 11.00 11.20 11.40
m/z 43.05  73.36%

. 113.1 141.1 184.0 2121 254.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48835: Tridecane
57.0

5000

10.80 11.00 11.20 11.40
m/z 71.10 68.10%

29.0
113.0 141.0

184.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
RS Ea e e e
85.0 10.80 11.00 11.20 11.40
5000 ' m/z 85.10 45.09%
29.0 113.0
o ||| M0 1420 1690 1970 2250 2530 2960
AN R a B e e S ERdANRARRRRER S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane B L B R e
57.0 10.80 11.00 11.20 11.40
m/z 41.05 33.22%
85.0
5000
29.0
0 L Ly H11?0\1410 169.0 197.0 2400
RN R aa o B e e e S ARRANARRANRARRRERERSS e A RERREEEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11. 00 11. 20 11.40

8270-BF091418.M Tue Sep 18 19:15:10 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.54 7.58 ng 269503 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1565 (11.542 min): BF109043.D (-1561) (-) m/z 57.10 100.00%

57.1
5000

11.20 11.40 11.60 11.80
m/z 71.05  72.59%

o 131 1411 160.1 1962 225.2246.3268.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane

57.0

5000

11.20 11.40 11.60 11.80
m/z 43.10 69.64%

29.0

212.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane
57.0
11.20 11.40 11.60 11.80
5000 m/z 85.05 50.86%
85.0
29.0
0 Lo 1130 1410 169.0 197.0 226.0
R B o R B Al AAARE AR ans mamEe S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117638: Nonadecane Lk S A B Ra S
57.0 11.20 11.40 11.60 11.80
m/z 41.05 31.17%
5000 85.0
0 M ‘ Ik H‘ 11\3 0 141 0 169 0 197.0 225.0 268 0
..q.HW.H.P.”P.”,””,”.WH...”..”..“...”P.”,””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80

8270-BF091418.M Tue Sep 18 19:15:11 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 10 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.64 138.71 ng 4928800 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1582 (11.642 min): BF109043.D (-1578) (-) m/z 74.00 100.00%
74.0
5000
43.1
143.1 AU B SN S
97.1 185.2 227.2 11.40 11.60 11.80 12.00
0 ....,...|.|',.-.. Mg detd | eagl®2. T 2103 1 s 87.10  73.33%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LR UL B SUBUSN S
43.0 11,40 11.60 11.80 12.00
143.0 m/z 43.10 34 .90%
0 I I|| .|.| Iy Il?il 0 | | 171 0 199 O 22I7 0. 270 O
miz> 20 40 60 80 100 130 190 160 180 250 230 250 260 2%
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

11.40 11.60 11.80 12.00
5000]  43.0 m/z 55.05  27.21%

1] [97:0 1180 1430 1850 2270 2700

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester T T
74.0 11.40 11.60 11.80 12.00

m/z 41.10 26 .50%

5000 43.0

143.0
] M\ \‘ L \97\9 121.0 | 171.0  199.0 241.0 285.0

N
||||||||||||||||‘|||||||||||||||||||||||||||||||||||||||||||||| LI L L L L L L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12. OO

o

8270-BF091418.M Tue Sep 18 19:15:12 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

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

11.84 6.43 ng 228327 Phenanthrene-d10 11.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 83

2 Naphtholl.2-blnorbornadiene 192 C15H12 1000210-14-8 30
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 25

4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 25

5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25

Abundance Scan 1616 (11.842 min): BF109043.D (-1612) (-) m/z 189.05 100.00%
189.1

5000

11.60 11.80 12.00 12.20

1130 1372 1650 207.1224.1

01 m/z 190.10 98 .68%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000

11.60 11.80 12.00 12.20
m/z 192.10 44.11%

| 1130 1370 1630
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #54755: Naphtho[1,2-b]norbornadiene
192.0
11.60 11.80 12.00 12.20
5000 165.0 m/z 191.10 38.66%

39.0 630 95.0 115.0 139.0

(O B o L LI o o o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 94.60 23.71%
5000
165.0
o150 390 630 %0 1150 1300 ¥ ol N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11. 80 12.00 12.20

8270-BF091418.M Tue Sep 18 19:15:13 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.34 420.48 ng 14941300 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 1701 (12.342 min): BF109043.D (-1693) (-) m/z 67.05 100.00%

67.0

-

41.1
5000
263.2 12.00 12.20 12.40 12.60
178.1 220.2 294.3
I m/z 81.05 87.58%
m/z--> 20 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
5000 LI L L L L L L LB LB
12.00 12.20 12.40 12.60
m/z 55.05 66.06%
123.0 149.0 1780 262.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

.

41.0

12.00 12.20 12.40 12.60
m/z 95.05 60.51%

5000
123.0
o 150.0 178.0 223.0 263.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
410 670 12.00 12.20 12.40 12.60
m/z 41.10 54.95%
5000 95.0

——

hlz&o 150.0 1780 2200  263.0 29ﬁo

‘ )

I 1 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60

o

8270-BF091418.M Tue Sep 18 19:15:13 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.36 225.89 ng 8026630 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98

Abundance Scan 1704 (12.360 min): BF109043.D (-1702) (-) m/z 55.10 100.00%

5000

12.00 12.20 12.40 12.60
m/z 41.10 71.82%

o 296.3 326.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

5000 LA L L L L L LB L I
12.00 12.20 12.40 12.60
m/z 69.10 70.10%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141286: 13-Octadecenoic acid, methyl ester

12.00 12.20 12.40 12.60
m/z 74.05 60.12%

5000
29.0 264.0
111.0
138.0 180.0 222.0 296.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141304: 6-Octadecenoic acid, methyl ester, (2)- A o o  RAAm
55.0 12.00 12.20 12.40 12.60

m/z 83.10 54 .05%
5000

137.0 180.0 222.0 2640

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60

8270-BF091418.M Tue Sep 18 19:15:14 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 11H-Benzo[b]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.98 7.29 ng 459142 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 92
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
3 7H-Benzolclfluorene 216 C17H12 000205-12-9 87
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 78
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64

Abundance Scan 1809 (12.977 min): BF109043 D (-1805) (-) m/z 216.10 100.00%

5000

12.60 12.80 13.00 13.20

252.1

292.2 3282

0 m/z 215.10 91.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000

12.60 12.80 13.00 13.20
m/z 67.05  59.44%

107.0
50.0 81.0 139.0163.0 189.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74425: Fluoranthene, 2-methyl-
216.0
AR AR
12.60 12.80 13.00 13.20
5000 m/z 81.05 56.12%

108.0
390 740 | 13901630 18f" 0

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

Abundance #74417: TH-Benzol[c]fluorene R ma e AR
216.0 12.60 12.80 13.00 13.20
m/z 79.00 47 .39%
5000
108.0
82.0 189.0
i | — S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20

8270-BF091418.M Tue Sep 18 19:15:15 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Fluoranthene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.06 7.33 ng 461511 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 83
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 83
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 76
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 76
Abundance Scan 1823 (13.060 min): BF109043.D (-1819) (-) m/z 216.10 100.00%
1
57.1
5000
12.80 13.00 13.20 13.40
o L 2922 S8020 77721510 88.96%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000
12.80 13.00 13.20 13.40
29.0 m/z 57.10 66.21%
o |, i nP130141016901970 240.0
m/z--> §o 100 150 200 250 300 350
Abundance #74424: Fluoranthene, 2-methyl-
216.0
12:80 13.00 13.20 13.40
5000 m/z 43.10 54 _05%
108.0
510 8L 0} ‘\‘ 1350163 0% |
m/z--> §0 100 150 260 250 300 350
Abundance #74422: 11H-Benzo[b]fluorene B R Ra T
216.0 12.80 13.00 13.20 13.40
m/z 71.10 52 .85%
5000
108.0
o 570 | 163.0189.0 ||
m/z--> 50 100 150 200 250 300 350 12:80 13.00 13.20 13.40

8270-BF091418.M Tue Sep 18 19:15:15 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 17 Hexadecanoic acid, 14-methy... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.15 4.15 ng 261172 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 93
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
4 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 91
5 Methyl stearate 298 C19H3802 000112-61-8 87
Abundance Scan 1838 (13.148 min): BF109043.D (-1835) (-) m/z 74.00 100.00%
74.0
5000{ 431
| 1481 283.3 12.80 13.00 13.20 13.40
199.1 2321 : .80 13.00 13.20 13.
0 ,....,...!', e 1711 257.0 3021 "m/z 87.00 76.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131316: Hexadecanoic acid, 14-methyl-, methyl ester
74.0
L\.,.__J\/*\._M
5000
430 12.80 13.00 13.20 13.40
“|‘ 143.0 parg 2840 m/z 43.10 38.35%
ol Lyl grro 185.0 2130

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

Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester
74.0
A Ba T o
12.80 13.00 13.20 13.40
5000 m/z 55.05 27 .00%
43.0
143.0 284.0
241.0
8 0 185. 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131299: Heptadecanoic acid, methy! ester A Ba T o
74.0 12.80 13.00 13.20 13.40
m/z 75.00 22 .86%
5000
43.0
284.0
143.0
241.0
oA b h20, S0 09070 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF091418.M Tue Sep 18 19:15:16 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 18 9H-Cyclopenta[a]pyrene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
1433  4.16ng 261765  Chrysene-d12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 oH-Cvclopentalalovrene 240 ClOH12 050861-05-7 45

2 Indenol2*.1":4.51thienol3.2-b1th... 240 C14H8S2 056830-85-4 43
3 Pvrrolol2.3-flauinolin-9-ol. 2.3... 240 C15H16N20 199919-66-9 35
4 5.6-Dimethvl-4-phenvl-3-cvanopvr... 240 C14H12N2S 094639-18-6 30
5 Benzenamine, 4-(6-methyl-2-benzo... 240 C14H12N2S 000092-36-4 27
Abundance Scan 2039 (14.330 min): BF109043.D (-2035) (-) m/z 240.10 100.00%
240.1
45.0
5000
1520179 1 2111 si2a0yy | 1000 1420 1040 1080
o : m/z 239.10 69.65%
m/z--> 50 100 150 200 250 300 350
Abundance #94382: 9H-Cyclopenta[a]pyrene
240.0
5000 %
14.00 14.20 14.40 14.60
119.0 m/z 45.00 65.05%
0 43.0 78.0 ] 163.0 211.0 m
m/z--> 5|0 1(|)O 15|0 2(I)O 25|0 3(|)O 3é0
Abundance #93978: Indeno[2',1":4,5]thieno[3,2-b]thiopyran
240.0
14.00 14.20 14.40 14.60
5000 m/z 55.10 62.05%
120.0
163.0 195.0
O '”"l“""“" L L WL I
m/z--> 50 100 150 200 250 300 350
Abundance #94084: Pyrrolo[Z,3—f]quino|in—9—o|, 2,3,5,7-t9tram9thy|' LI L I I
239.0 14.00 14.20 14.40 14.60
m/z 81.10 40.34%
- HWMWJUWMwmhwﬂjk~ybw»n/vvﬁﬂvv
90 o 77 esoieso |
mz-> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 19 4-Chloro-5-[3-dimethylamino... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.74 27.68 ng 955158 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-5-I3-dimethvlaminopropv... 230 C9H15CIN40 1000256-12-4 72
2 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
3 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 64
4 3(N.N-DimethvImvristvlammonio)pr... 363 C19H41NO3S 014933-09-6 64
5 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
Abundance Scan 2109 (14.742 min): BF109043.D (-2105) (-) m/z 58.10 100.00%
58.1
5000 A,
s e
157 1 14.40 14.60 14.80 15.00
Ol o F121 7, 71861 2222 2671 8202 3664 m/z 72.10  7.62%
m/z--> 50 100 150 200 250 300 350
Abundance #86443: 4-Chloro-5-[3-dimethylaminopropylamino]pyridaz-3[2...
58.0
5000 L DL B UL SRR B
14.40 14.60 14.80 15.00
m/z 55.00 5.72%
o , |, 1100 1500 19;50 230.0
m/z--> 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl-
58.0
14.40 14.60 14.80 15.00
5000 m/z 59.10 5.72%
ol18.0 , 112.0 157.0
m/z--> 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine
58.0 14.40 14.60 14.80 15.00
m/z 41.10 5.24%
o 2?,0‘h ‘ 114.0 1570
s % o o ok oo o ao 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109043.D

Aca On : 17 Sep 2018 12:58

Operator : JU/SJ

Sample : J4775-05 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 20 Perylene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.14 6.12 ng 211043 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 99
2 Benzolelpvrene 252 C20H12 000192-97-2 98
3 Benzolklfluoranthene 252 C20H12 000207-08-9 94
4 Benzolalovrene 252 C20H12 000050-32-8 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
Abundance Scan 2177 (15.142 min): BF109043.D (-2173) (-) m/z 252.10 100.00%
25p.1
5000
%OQMH?BMRHZBl 296.1326.1 365.3 14.80 15.00 15.20 15.40
e i e e T m/z 250.05 28.89%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0
5000
14.80 15.00 15.20 15.40
125.0 m/z 253.10 22.88%
0l17.0 500 830 || 174.0 222.0
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
14:80 15.00 15.20 1540
5000 m/z 125.00 13.35%
125.0
o 50.0 83.0 | 1740 223.0 JJ
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene R R EaEEE T
252.0 14.80 15.00 15.20 15.40
m/z 126.00 10.94%
5000
126.0
O '67:0|'”'M' T ?Zg.pl J U AN DU UL U SN B B
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091718\

Data File : BF109043.D

Acqg On : 17 Sep 2018 12:58 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J4775-05 5X OR-03-091418-A

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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 .48 6.48 20.3 ng 585924 1 6.72 578117 20.0
Tridecane 8.61 5.9 ng 250705 2 8.00 843633 20.0
Tetradecane 9.17 7.3 ng 296338 3 9.75 810559 20.0
Bacchotricuneatin c 10.20 7.9 ng 321777 3 9.75 810559 20.0
Pentadecane, 2,6,... 10.42 3.9 ng 157949 3 9.75 810559 20.0
Heptadecane 10.67 12.8 ng 455418 4 11.22 710672 20.0
Heneicosane 11.11 8.8 ng 314477 4 11.22 710672 20.0
Pentadecane 11.54 7.6 ng 269503 4 11.22 710672 20.0
Hexadecanoic acid... 11.64 138.7 ng 4928800 4 11.22 710672 20.0
4H-Cyclopenta[def... 11.84 6.4 ng 228327 4 11.22 710672 20.0
9,12-Octadecadien... 12.34 420.5 ng 14941300 4 11.22 710672 20.0
9-Octadecenoic ac... 12.36 225.9 ng 8026630 4 11.22 710672 20.0
11H-Benzo[b]fluorene 12.98 7.3 ng 459142 5 13.85 1259640 20.0
Fluoranthene, 2-m... 13.06 7.3 ng 461511 5 13.85 1259640 20.0
Hexadecanoic acid... 13.15 4.2 ng 261172 5 13.85 1259640 20.0
9H-Cyclopentala]p--- 14.33 4.2 ng 261765 5 13.85 1259640 20.0
4-Chloro-5-[3-dim... 14.74 27.7 ng 955158 6 15.25 690163 20.0
Perylene 15.14 6.1 ng 211043 6 15.25 690163 20.0
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