LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\

Data File : BF108652.D

Aca On : 30 Aug 2018 20:45 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J4282-17 5X el
isc _

ALS Vial : 13 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-BF083018 .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 6.696 733 741 744 rBV5 18122 48611 5.42% 0.492%
2 6.795 753 758 765 rBV2 35595 89827 10.02% 0.910%
3 7.001 790 793 816 rBV 163962 381759 42.58% 3.865%
4 7.154 816 819 837 rVB 65442 143258 15.98% 1.451%
5 7.595 888 894 897 rBV3 20032 49169 5.48% 0.498%
6 8.284 1007 1011 1047 rBV 306358 580026 64.69% 5.873%
7 9.354 1190 1193 1207 rBV 145979 228919 25.53% 2.318%
8 9.942 1290 1293 1298 rVB 11763 10866 1.21% 0.110%
9 10.042 1306 1310 1330 rBV 511090 635756 70.91% 6.437%
10 10.442 1376 1378 1381 rBvV 17704 14373 1.60% 0.146%
11 10.660 1412 1415 1422 rVB4 10612 14057 1.57% 0.142%
12 10.842 1442 1446 1456 rBvV 66931 119103 13.28% 1.206%
13 10.919 1456 1459 1464 rVB2 21646 27299 3.04% 0.276%
14 11.366 1532 1535 1538 rBvV2 20772 16310 1.82% 0.165%
15 11.536 1561 1564 1567 rBV 459570 527680 58.85% 5.343%
16 11.619 1575 1578 1586 rVB 27081 43241 4.82% 0.438%
17 11.795 1603 1608 1611 rBvV3 22851 25460 2.84% 0.258%
18 11.872 1617 1621 1623 rBvV 19884 23318 2.60% 0.236%
19 11.895 1623 1625 1631 rVB 162777 170308 18.99% 1.724%
20 12.042 1646 1650 1653 rBV 27440 38122 4.25% 0.386%
21 12.072 1653 1655 1661 rVvv2 41137 52185 5.82% 0.528%
22 12.154 1665 1669 1672 rVV2 39539 56552 6.31% 0.573%
23 12.201 1675 1677 1679 rVB 14635 11519 1.28% 0.117%
24 12.336 1697 1700 1703 rBV 13576 16186 1.81% 0.164%
25 12.372 1704 1706 1711 rVB4 12808 16174 1.80% 0.164%
26 12.477 1720 1724 1728 rBvV4 8896 12776 1.42% 0.129%

27 12.589 1739 1743 1745 rBV 880070 855070 95.37% 8.658%
28 12.607 1745 1746 1755 rVVv2 617749 542556 60.51% 5.493%
29 12.689 1755 1760 1767 rVB2 112543 128328 14.31% 1.299%
30 12.760 1768 1772 1781 rBV 303852 391940 43.71% 3.968%

31 12.913 1795 1798 1799 rBV2 12356 11243 1.25% 0.114%
32 12.930 1799 1801 1804 rVB3 17936 16490 1.84% 0.167%
33 12.989 1808 1811 1817 rVV 318758 384286 42.86% 3.891%
34 13.036 1817 1819 1823 rVB2 25402 29827 3.33% 0.302%

8270-BF083018.M Fri Aug 31 12:50:39 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\

Data File : BF108652.D

Aca On : 30 Aug 2018 20:45 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J4282-17 5X el
isc _

ALS Vial : 13 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\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.119 1829 1833 1843 rVB 266993 288215 32.15% 2.918%

36 13.207 1843 1848 1853 rBV3 32244 65586 7.31% 0.664%
37 13.260 1853 1857 1859 rBv4 24073 27714 3.09% 0.281%
38 13.319 1859 1867 1870 rBV 52948 86005 9.59% 0.871%
39 13.383 1875 1878 1881 rBV2 28797 27024 3.01% 0.274%
40 13.419 1881 1884 1888 rBV3 44082 57521 6.42% 0.582%
41 13.513 1897 1900 1903 rBV 31555 35274 3.93% 0.357%
42 13.548 1903 1906 1915 rVB3 29523 47418 5.29% 0.480%
43 13.613 1915 1917 1923 rBV7 10241 13548 1.51% 0.137%
44 13.666 1923 1926 1927 rBV3 11422 10577 1.18% 0.107%
45 13.830 1951 1954 1961 rVB 31982 41542 4.63% 0.421%
46 13.942 1967 1973 1975 rBVY 70168 91972 10.26% 0.931%
47 13.966 1975 1977 1979 rVvV 43693 45205 5.04% 0.458%
48 13.995 1979 1982 1985 rVV3 40662 65545 7.31% 0.664%
49 14.042 1987 1990 1996 rVB2 37481 63968 7.13% 0.648%

50 14.189 2010 2015 2018 rBV2 684836 896600 100.00% 9.078%

51 14.219 2018 2020 2027 rVV 220012 242016 26.99% 2.450%

52 14.301 2031 2034 2039 rVV3 34173 52783 5.89% 0.534%
53 14.613 2084 2087 2092 rVB2 52056 51217 5.71% 0.519%
54 14.713 2101 2104 2105 rBV3 25606 25035 2.79% 0.253%
55 14.936 2140 2142 2146 rVB 42521 50108 5.59% 0.507%

56 15.295 2196 2203 2209 rBV2 168783 434223 48.43% 4_.397%
57 15.613 2253 2257 2264 rVB 93855 134346 14.98% 1.360%
58 15.683 2265 2269 2271 rBV 124482 177930 19.84% 1.802%
59 15.748 2276 2280 2297 rVB 362306 626460 69.87% 6.343%
60 16.177 2349 2353 2358 rVB 88372 134643 15.02% 1.363%

61 16.718 2441 2445 2456 rVB 64011 132266 14.75% 1.339%
62 17.365 2549 2555 2563 rVB3 72335 160639 17.92% 1.626%
63 17.854 2634 2638 2648 rBV2 29061 78428 8.75% 0.794%

Sum of corrected areas: 9876402
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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\BF083018\

BF108652.D

30 Aug 2018 20:45

JussJ

J4282-17 5X

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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\BF083018\
Data File : BF108652.D

Aca On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.80 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.80 4.71 ng 89827 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 16
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 759 (6.801 min): BF108652.D (-753) (-) m/z 132.00 100.00%

640 660 680 700 720

132.0
5000 68.0

01 m/z 68.00 45_.84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
5000 67.0

6.40 6.60 6.80 7.00 7.20
m/z 134.00 33.49%

44.0 103.0
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
USREE S S SRR
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.00 25.80%
33.0 44.0 0.0 105.0
0 ‘ ! 560\ ‘ [, 86.0 ‘ ‘\ \‘
A RS RARAS IULRS AR RARES RARRS RARRN NARLS RRRSS SRS LAASS ARRS BAR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 6.40 6.60 6.80 7.00 7.20

m/z 96.00 14 .81%

5000
63.0
15.0 280 390 520 m 770 999 10401160 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108652.D

Aca On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 6.45 ng 170308 Phenanthrene-d10 11.54
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 96
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1626 (11.901 min): BF108652.D (-1623) (-) m/z 74.00 100.00%
74.0
5000 43.1
143.1 227.2 UL N UL SN U
| || ! Illl?l 0191 1711 1991 270.2 11.60 11.80 12.00 12.20 :
Orprrrr et ey '“”w'“l“'w'““w'“l“'ﬂ'”'w'“?“'w'“'l m/z 87.10 77.93%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 SR SR UM UL B
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.10 40.87%
mz-> 20 40 60 80 '1'66' %0 14 180 '1'86' pinpny 'éic')' P
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.60 11.80 12.00 12,20
5000 43.0 m/z 55.10 36.16%
0 \‘ /l “\‘\ ‘\‘ \\97\91170 14:\30 1850 2270 2700
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester R B o B e
74.0 11.60 11.80 12.00 12.20

m/z 41.10 27.61%

5000 43.0

AN . L 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108652.D

Aca On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.15 2.14 ng 56552 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 33
3 Methvl diselenide 190 C2H6Se2 007101-31-7 27
4 Propanoic acid. 2-(2.4-dichlorop... 378 C15H10C1403 284488-02-4 17
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 16

Abundance Scan 1668 (12.148 min): BF108652.D (-1665) (-) m/z 192.10 100.00%
5000
11.80 12.00 12.20 12.40
0 m/z 188.95 89.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
: m/z 191.05 82.34%
0 390 630 | || 1100 1370 1630
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
11.80 12.00 12.20 12.40
5000 m/z 190.10 63.97%
63.0
133.0 172.0
o120 9% a70 | Jsso i, Ll heso, [ W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53211: Methyl diselenide
190.0 11.80 12.00 12.20 12.40
m/z 165.10 33.56%
93.0 173.0
5000
1
29.0 :
o) M— r |‘| S Rmam I??\'Ipl IHHI\I |H‘|“| A I(jlllllllll T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108652.D

Aca On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.59 32.41 ng 855070 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 97
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 97
Abundance Scan 1743 (12.589 min): BF108652.D (-1739) (-) m/z 67.10 100.00%
67.1
41.0
5000
1231 1501 206.1 12.20 12.40 12.60 12.80 13.00
178.1 263.3
o — 234.1 2993 "m/z 81.05 82.75%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0 Rk
5000 U R SR SR B
12,20 12.40 12.60 12.80 13.00
m/z 55.10 74 .94%
0 123.0 149.0 178 262.0 294.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0 U IR R A

12120 12140 12.60 12.80 13.00
5000 m/z 41.05 61.76%

123.0
. 1500 1780 9p30 2630 2940
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #139716: 10,13-Octadecadienoic acid, methyl ester T T R T
67.0 12. 20 12. 40 12 60 12. 80 13 00

m/z 95.10 53.15%

JK

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12. 80 13 00

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108652.D

Aca On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 12-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.61 20.56 ng 542556 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 96
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 95
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 95
4 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 95
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 94
Abundance Scan 1747 (12.613 min): BF108652.D (-1745) (-) m/z 79.05 100.00%
5000
2063 | 12.20 12.40 12.60 12.80 13.00
o} m/z 41.10 85.51%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
58.0
5000 A AR AN
12.20 12.40 12.60 12.80 13.00
m/z 55.10 77 .39%
296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
58.0
12.20 12.40 12,60 12.80 13.00
5000 m/z 74.10 76.48%
0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
58.0 12.20 12.40 12.60 12.80 13.00
m/z 264.30 75.31%
5000
29.0 264.0
111.0
. d | 1380 1800 2220 296.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108652.D

Aca On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Methyl stearate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12,69 4.86ng 128328  Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 208 C1OH3802 000112-61-8 93
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 83

3 Undecanoic acid.
4 Hexadecanoic acid.

methvl ester 200 C12H2402
methyl ester 270 C17H3402

5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002

001731-86-8 81
000112-39-0 80
005129-58-8 74

Abundance Scan 1760 (12.689 min): BF108652.D (-1755) (-) m/z 74.10 100.00%
74.1
43.0
5000
12.40 12.60 12.80 13.00
O m/z 87.00 73.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0
12.40 12.60 12.80 13.00
m/z 43.05 52.07%
15.0 171.0 199.0 5y7 2550 2980
0 : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95863: Methyl tetradecanoate
74.0
R e A RAERESS
12.40 12.60 12.80 13.00
5000 43.0 m/z 55.10 35.14%
143.0
199.0
PINNNNN 0B oGO ¥ Pt N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61161: Undecanoic acid, methyl ester R R REREE LS S
74.0 12.40 12.60 12.80 13.00
m/z 41.05 29.75%
5000
43.0
143.0
101 0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00

8270-BF083018.M Fri Aug 31 12:50:44 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108652.D

Aca On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Benzo[b]naphtho[2,1-d]Jthiop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.05 ng 91972 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.1-dl1thiophene 234 C16H10S 000239-35-0 93
2 Benzolblnaphthol2.3-d1thiophene 234 C16H10S 000243-46-9 64
3 Anthra(l.2-b)thiophene 234 C16H10S 000227-86-1 60
4 Benzolblnaphtholl.2-dlthiophene 234 C16H10S 000205-43-6 49
5 Quinoxalino[2,3-b]Jquinoxaline, 5... 234 C14H10N4 000531-46-4 47
Abundance Scan 1973 (13.942 min): BF108652.D (- 1967) ) m/z 234.10 100.00%
34.1
5000 1811
117.0 202.1 13.60 13.80 14.00 14.20
51.0 91.0 - 151.2 . . . :
| e 8Ll "m/z 181.10  36.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89183: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000
13.60 13.80 14.00 14.20
m/z 230.10 25.36%
o320 830 o910 117.0 1599 1630 1890
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89181: Benzo[b]naphtho[2,3-d]thiophene
234.0
13.60 13.80 14.00 14.20
5000 m/z 235.10 20.09%
117.0
0 63.0 95.0 139.0 163.0 1830p09 o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89178: Anthra(1,2-b)thiophene
234.0 13.60 13.80 14.00 14.20
m/z 202.05 17.68%
5000
117.0 189.0
ol 400 91.0 . | 139.0 1630 1 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108652.D

Aca On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Benzo[j]fluoranthene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.61 4.29 ng 134346 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2257 (15.613 min): BF108652.D (-2253) (-) m/z 252.10 100.00%
25p.1
5000
6.0 15.20 15.40 15.60 15.80 16.00
224.1
ol 440 .7.5.0?00]." .". 1521177.9  Zu” Ml 282 381 Th/77250.10  30.61%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25
5000

15.20 15.40 15.60 15.80 16.00
m/z 253.10 21.20%

5.0
63.0 99 o,, ,| 158.0 198.0224.0

o-——r—7r"+r—T
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
252.0
R R AREARE R
15.20 15.40 15.60 15.80 16.00
5000 m/z 126.00 11.28%
126.0
0 740100% J' 198'0224'0 |H
—— T e
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
252.0 15.20 15.40 15.60 15.80 16.00
m/z 125.10 9.56%
5000
126.0
ol27.0 630 _99. oH | 158.0 198.0224.0 M
m/z--> 50 100 150 200 250 300 350 15 20 15. 40 15 60 15. 80 16. 00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
BF108652.D

30 Aug 2018 20:45

Ju/sJ

J4282-17 5X

13 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
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 10 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.18 4_.30 ng 134643 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2353 (16.177 min): BF108652.D (-2349) (-) m/z 57.10 100.00%
51.1
IR BN SR BRI
155.1 15.80 16.00 16.20 16.40
ol | ,I \ “ dod 0281022202531 2852 | 391 "m/z 43.10  66.09%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 R AL S B B B
15.80 16.00 16.20 16.40
m/z 71.10 58.31%
o 1410 1830 #0680 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
15.80 16.00 16.20 1640
5000 m/z 85.10 40.80%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R B e e
57.0 15.80 16.00 16.20 16.40
m/z 41.10 22 .69%
5000
99.0
0 2@0‘ Ly 1410 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40

8270-BF083018.

M Fri Aug 31 12:50:46 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108652.D

Aca On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.72 4.22 ng 132266 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 76
3 Nonadecane 268 C19H40 000629-92-5 70
4 2-methvloctacosane 408 C29H60 1000376-72-8 68
5 Hexatriacontane 507 C36H74 000630-06-8 68
Abundance Scan 2445 (16.718 min): BF108652.D (-2441) (-) m/z 57.10 100.00%

517.1

-

5000
1131141.0169.1 2131 2521 284.2 55 16.40 16.60 16.80 17.00
o’ : m/z 43.10 68.53%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LA L L L L L LB L |
85.0 16.40 16.60 16.80 17.00
29.0 m/z 71.10 54.67%
o JI\ | | | [1301410169.0197.0225.0253.0282.0
A B o L e e
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0
R Rma o R B
16.40 16.60 16.80 17.00
5000 85.0 m/z 85.10 41.69%
0 w “j j‘Lﬁ%?9}4%01690 210.0239.0267.0 309033603660
e e B L L e T e e
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane B R o
57.0 16.40 16.60 16.80 17.00
m/z 55.10 17 .53%
85.0
5000
29.0
ol Ll ) H301410160.0107.0 268.0
e R REE e
m/z--> 50 100 150 200 250 300 350 16 40 16. 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
Data File : BF108652.D

Acq On : 30 Aug 2018 20:45

Operator : JU/SJ

Sample : J4282-17 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
unknown6 .80 6.80 4.7 ng 89827 1 7.01 381759 20.0
Hexadecanoic acid... 11.90 6.5 ng 170308 4 11.54 527680 20.0
4H-Cyclopenta[def... 12.15 2.1 ng 56552 4 11.54 527680 20.0
9,12-Octadecadien... 12.59 32.4 ng 855070 4 11.54 527680 20.0
12-Octadecenoic a... 12.61 20.6 ng 542556 4 11.54 527680 20.0
Methyl stearate 12.69 4.9 ng 128328 4 11.54 527680 20.0
Benzo[b]naphtho[2... 13.94 2.0 ng 91972 5 14.19 896600 20.0
Benzo[j]fluoranthene 15.61 4.3 ng 134346 6 15.75 626460 20.0
Heptadecane, 9-oc... 16.18 4.3 ng 134643 6 15.75 626460 20.0
Eicosane 16.72 4.2 ng 132266 6 15.75 626460 20.0
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