LSC Area Percent Report

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

Data File : BF109046.D

Aca On : 17 Sep 2018 14:18 Instrument :

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

3?22'6 : J4773-05 4X CL-01-091418-C

ALS Vial : 10 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 4.895 431 435 441 rBV 24647 31243 1.85% 0.136%
2 5.319 503 507 515 rBV 720077 619026 36.69% 2.698%
3 6.342 678 681 690 rBV 730212 634351 37.60% 2.765%
4 6.484 701 705 709 rBV 822937 654807 38.81% 2.854%
5 6.719 742 745 749 rBV 957387 761297 45.12% 3.318%
6 6.878 768 772 775 rBV 585959 509584 30.20% 2.221%
7 7.272 836 839 843 rBV 443857 368707 21.85% 1.607%
8 8.001 959 963 966 rBY 1180892 903949 53.58% 3.940%
9 9.077 1142 1146 1149 rBV 742914 636726 37.74% 2.775%
10 9.342 1187 1191 1195 rBvV2 41266 36824 2.18% 0.161%
11 9.472 1210 1213 1215 rBV 65713 62819 3.72% 0.274%
12 9.613 1234 1237 1242 rVB 55863 50605 3.00% 0.221%
13 9.701 1249 1252 1257 rBV 30764 25809 1.53% 0.112%
14 9.754 1257 1261 1264 rVV 998528 922679 54.69% 4.022%
15 9.783 1264 1266 1269 rVB 58963 46283 2.74% 0.202%
16 9.954 1292 1295 1299 rVB 40861 36432 2.16% 0.159%
17 10.195 1334 1336 1340 rvB2 47204 35917 2.13% 0.157%
18 10.295 1350 1353 1360 rvB2 78716 75808 4 ._.49% 0.330%
19 10.530 1390 1393 1398 rBvV 464274 380045 22.52% 1.656%
20 10.666 1409 1416 1423 rBV2 58079 74330 4_.41% 0.324%
21 11.030 1476 1478 1484 rVB 29005 28140 1.67% 0.123%
22 11.118 1490 1493 1496 rBV2 61240 70457 4.18% 0.307%

23 11.224 1508 1511 1514 rBV 1014419 998777 59.20% 4 _.353%
24 11.248 1514 1515 1519 rVvV 554714 394970 23.41% 1.722%
25 11.301 1519 1524 1527 rVB 180468 150165 8.90% 0.655%

26 11.454 1547 1550 1555 rVB 67367 54021 3.20% 0.235%
27 11.542 1559 1565 1566 rBV2 42908 46002 2.73% 0.201%
28 11.636 1578 1581 1585 rVB 1184589 927779 54 .99% 4.044%
29 11.730 1591 1597 1599 rBV 69013 73247 4._.34% 0.319%
30 11.754 1599 1601 1606 rVvVv 104446 120696 7.15% 0.526%
31 11.801 1606 1609 1612 rVV 49145 46850 2.78% 0.204%
32 11.836 1612 1615 1618 rVV 179677 184666 10.94% 0.805%
33 11.860 1618 1619 1624 rVB 54492 37485 2.22% 0.163%
34 11.948 1629 1634 1638 rVB5 45639 57770 3.42% 0.252%
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LSC Area Percent Report

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

Data File : BF109046.D

Aca On : 17 Sep 2018 14:18 Instrument :

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

3?22'6 : J4773-05 4X CL-01-091418-C

ALS Vial : 10 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\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.024 1644 1647 1648 rBV 54481 47962 2.84% 0.209%
36 12.042 1648 1650 1654 rVB2 66343 55187 3.27% 0.241%
37 12.101 1657 1660 1667 rBV7 15463 26640 1.58% 0.116%
38 12.277 1686 1690 1693 rBV2 67876 72020 4.27% 0.314%

39 12.318 1693 1697 1699 rBV 1849077 1687228 100.00% 7.354%
40 12.342 1699 1701 1704 rVB 2229147 1655580 98.12% 7.216%

41 12.430 1712 1716 1720 rBV2 1270298 1283083 76.05% 5.592%

42 12.471 1721 1723 1730 rVV5 33531 74256 4._.40% 0.324%
43 12.583 1740 1742 1749 rVB2 32762 43882 2.60% 0.191%
44 12.660 1749 1755 1758 rBVY 925263 923163 54.71% 4.024%
45 12.707 1761 1763 1769 rVB3 72284 85113 5.04% 0.371%
46 12.777 1769 1775 1777 rBV 59385 73155 4._.34% 0.319%

47 12.807 1777 1780 1787 rVB 871634 707586 41.94% 3.084%
48 12.883 1787 1793 1795 rBV2 70248 122963 7.29% 0.536%
49 12.907 1795 1797 1801 rVB2 34015 39279 2.33% 0.171%
50 12.989 1804 1811 1813 rBV 143728 184286 10.92% 0.803%

51 13.054 1819 1822 1826 rBV2 149751 159991 9.48% 0.697%

52 13.089 1826 1828 1832 rVV 96761 88332 5.24% 0.385%
53 13.148 1836 1838 1840 rBV2 62651 51219 3.04% 0.223%
54 13.183 1841 1844 1846 rVB 67206 57256 3.39% 0.250%
55 13.212 1846 1849 1853 rBV 74570 77890 4.62% 0.339%
56 13.395 1878 1880 1885 rVB3 55663 69209 4._.10% 0.302%
57 13.489 1894 1896 1902 rVB 60029 76245 4._.52% 0.332%
58 13.571 1905 1910 1912 rBV2 118831 169907 10.07% 0.741%
59 13.601 1912 1915 1918 rVV2 69346 76624 4._.54% 0.334%
60 13.630 1918 1920 1922 rVV 58918 49075 2.91% 0.214%
61 13.654 1922 1924 1928 rVV2 50171 65076 3.86% 0.284%
62 13.695 1928 1931 1934 rVB2 60744 54467 3.23% 0.237%
63 13.724 1934 1936 1939 rBV3 43198 40139 2.38% 0.175%
64 13.818 1949 1952 1953 rBV2 62624 60105 3.56% 0.262%

65 13.854 1953 1958 1960 rVVv2 1365388 1550477 91.89%% 6.758%

66 13.877 1960 1962 1965 rVB 413688 326173 19.33% 1.422%

67 13.960 1973 1976 1978 rVB 72227 58865 3.49% 0.257%
68 13.989 1979 1981 1984 rBV 41267 36374 2.16% 0.159%
69 14.036 1987 1989 1992 rBV2 68696 54757 3.25% 0.239%
70 14.071 1992 1995 1999 rBV2 43041 47446 2.81% 0.207%
71 14.236 2021 2023 2026 rVB 87049 68442 4._.06% 0.298%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 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\HPCHEM1\BNA F\METHODS\8270-BF091418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 14.271 2027 2029 2032 rVB 63151 50018 2.96% 0.218%

73 14.859 2125 2129 2132 rBV 351383 524103 31.06% 2.284%
74 14.959 2143 2146 2151 rVB 145775 161018 9.54% 0.702%
75 15.142 2173 2177 2182 rVB 192618 235458 13.96% 1.026%

76 15.195 2183 2186 2192 rBV 285675 326290 19.34% 1.422%
77 15.259 2192 2197 2200 rBV 750385 861542 51.06% 3.755%

78 16.606 2421 2426 2433 rVB2 121921 238607 14.14% 1.040%
79 17.006 2491 2494 2506 rVB 81498 168324 9.98% 0.734%

Sum of corrected areas: 22943078
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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\

BF109046.D

17 Sep 2018 14:18

JussJ

J4773-05 4X

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091418_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 1 unknown6.48 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.48 17.20 ng 654807 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 704 (6.478 min): BF109046.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
2.1 9%.0 550 640 650 680
0 B E e m/z 68.10 48.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IS R L A

6.20 6.40 6.60 6.80
m/z 134.00 31.22%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e
74.0 6.20 6.40 6.60 6.80
5000 ggo 1160 m/z 66.00 29.55%
\ Ay ‘\ \ 158.0 189.0
| RIS VNS W N S R A ML L2
m/z--> 40 60 80 100 120 140 160 180 /\
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.78%
5000 67.0
41.0 97.0
‘ ‘ 117.0
m/z--> 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 : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 3 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.64 18.58 ng 927779 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 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 86
Abundance Scan 1582 (11.642 min): BF109046.D (-1578) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 227.2 IR UL B SURIN B
| || U 1970 1014 185.1 270.3 11.40 11.60 11.80 12.00
Ol b e m/z 87.00 74.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LR UL B SULRUSN I
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 30.07%
mz-> 20 40 60 80 '1'66' 50 140 180 '1'86' iy 'éic')' Py
Abundance #84483: Tridecanoic acid, methyl ester
74.0
11.40 11.60 11.80 12.00
5000 m/z 55.05 23.34%
43.0 143.0 50
o150 [ ol 119800000 | 1630™) o 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester =T TR T
74.0 11.40 11.60 11.80 12.00

m/z 41.05 22 .29%

5000 43.0

| “ || 9701570 130 1g50 2270 2700

o1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 4 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.42 ng 120696 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 96
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 95
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
Abundance Scan 1600 (11.748 min): BF109046.D (-1599) (-) m/z 192.10 100.00%
192.1
5000
11.40 11.60 11.80 12.00
o Xl m/z 191.10 53.63%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000
11.40 11.60 11.80 12.00
040 165.0 m/z 189.10 27 .09%
ol 39.0 63.0 116.0139.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54746: Phenanthrene, 1-methyl-
192.0
11.40 11.60 11.80 12.00
5000 m/z 193.05 14 .95%
165.0
o 39.0 63.0 96.0 139.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0 11.40 11.60 11.80 12.00
m/z 190.05 14.41%
5000
165.0
ol 390 630 900 1390
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.84 3.70 ng 184666 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 53
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 43
5 Methyl diselenide 190 C2H6Se2 007101-31-7 43

Abundance Scan 1616 (11.842 min): BF109046.D (-1612) (-) m/z 189.10 100.00%
189.1
5000
94.6
63.0 163.1 11.60 11.80 12.00 12.20
Ol o20 20 .||. oL Bl | Tm/z 190.05 97.46%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
' m/z 191.10 29.33%
0 390 630 780 1100 1370 1630 ,
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
11.60 11.80 12.00 12.20
5000 m/z 192.10 28.46%
94.0
| 0l
0 ""I'"'I'"'I""'I""I""I""I""'I""I"

T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxybor

450 190.0 11.60 11.80 12.00 12.20

' 146.0 m/z 94.60 22 .42%
5000 82.0
117.0
62.0
0l o |
Oy XWJJHW‘?WUHl”.r}?%QMIM}}§%9,L‘.JIﬂh.lygp.l e S A R R
mz-> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 6 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.32 33.79 ng 1687230 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
4 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1697 (12.318 min): BF109046.D (-1693) (-) m/z 67.05 100.00%
67.0
41.0
5000
1231 1504 . 200 1290 1240 1760
Obrrrprrerlled 17812081 2332 07 2943 “n/z 81.10 83.96%
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
5000 LR U R BN SULR
12.00 12.20 12.40 12.60
m/z 55.05 63.30%
. li 123.0 1490 475 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
12,00 12.20 12.40 12.60
5000 m/z 95.05 55.43%
294.0
150.0 1780 00,0 263.0
o} ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester R e REEEEEE
67.0 12.00 12.20 12.40 12.60
m/z 41.05 54 _.37%
5000
123.0
. 1500 1780 ppgo 2630 290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 7 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.34 33.15 ng 1655580 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
2 cis-13-Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 99
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1701 (12.342 min): BF109046.D (-1699) (-) m/z 55.10 100.00%

5000

r

180.2 2222 2643 2963 12.00 12.20 12.40 12.60
0 0 m/z 69.10 70.48%
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)-

\%;

12.00 12.20 12.40 12.60
m/z 41.10 69.98%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester
55.0
NV AR B
12.00 12.20 12.40 12.60
5000 m/z 74.00 62.53%

264.0
138.0 180.0 222.0

29.0 296.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)-  Emaan e o e
12.00 12.20 12.40 12.60

m/z 83.10 55.96%

5000

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 8 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.99 2.38 ng 184286 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 87
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 80
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
Abundance Scan 1811 (12.989 min): BF109046.D (-1804) (-) m/z 216.10 100.00%
216.1
5000
s10 810 0% 1362 1630 1891 - sopp| | 1260 12.80 13.00 13.20 13.40
(o} . . . : : ; m/z 215.05 81.33%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000
12.60 12.80 13.00 13.20 13.40
m/z 213.10 22.51%
107.0
0l28.0 50.0 81.0 139.0 163.0 189.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74421: 11H-Benzo[a]fluorene
216.0
12.60 12.80 13.00 13.20 13.40
5000 m/z 217.10 17.35%
108.0
oL 500 810, | 1370 1630 1890 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74424: Fluoranthene, 2-methyl-
216.0 12.60 12.80 13.00 13.20 13.40
m/z 107.60 13.41%
5000
108.0
N 510 810 139.0 163.0 189-0
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 9 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.05 2.06 ng 159991 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 91
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 1821 (13.048 min): BF109046.D (-1819) (- m/z 216.10 100.00%
216.1
5000
107.8
570 g2 1280 1630 187.1 oaa1 12.80 13.00 13.20 13.40
of : m/z 215.10 90.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl-
216.0
5000

12.80 13.00 13.20 13.40
m/z 213.05  23.70%

95.0 189.0
ol 140 39.0 63.0 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74422: 11H-Benzo[b]fluorene
216.0
12.80 13.00 13.20 13.40
5000 m/z 107.80 20.60%
108.0
o 57.0 | 1390 1630 189.0 ‘H
B B i b e o e o R AR LR SRS s s E R s sy ey o)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74424: Fluoranthene, 2-methyl-
216.0 12.80 13.00 13.20 13.40
m/z 107.40 20.21%
5000
108.0
o 510 BLO | | 1390 1630 ‘%0 M
T R e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 10 unknownl3.57 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.19 ng 169907 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 46
2 Cvclopentanecarboxvlic acid. 2-p... 210 C13H2202 1000154-24-8 38
3 3.7.11.Trimethvl-8.10- dodecedie... 266 C17H3002 1000374-10-3 25
4 3-(3.4-Dimethoxvphenv)-propioni... 210 C11H1404 002107-70-2 25
5 2-Furanone, 4-methyl-5-(1-butene... 206 C13H1802 1000154-19-4 22
Abundance Scan 1910 (13.571 min): BF109046.D (-1905) (-) m/z 151.10 100.00%
81.0 151.1

i

5000 55.0
07.0 177.1
L
2061 2372 770 3083 13.20 13.40 13.60 13.80
0 m/z 81.00 94 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81.0
43.0

5000

13.20 13.40 13.60 13.80
m/z 95.10 70.53%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69403: Cyclopentanecarboxylic acid, 2-pentyl-3-methylene-...
81.0 -l
R R N mEEEE
151.0 13.20 13.40 13.60 13.80
5000 m/z 67.00 47 .82%
41.0
| “ \1010 | | 1790 2100
o T NN Sttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115779: 3,7,11, Trimethyl-8,10- dodecedienylacetate R B
81.0 13.20 13.40 13.60 13.80
m/z 55.00 43.10%
43.0
5000
137.0
ol bl b 2O 2080 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109046.D

Aca On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

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

Peak Number 12 Benzo[e]pyrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.14 5.47 ng 235458 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
3 Benzolalpvrene 252 C20H12 000050-32-8 96
4 Pervlene 252 C20H12 000198-55-0 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93

Abundance Scan 2177 (15.142 min): BF109046.D (-2173) (-) m/z 252.10 100.00%
25p.1
5000
43.1 69.1 97. 1 12? ° 159.1187.1 224.1 204.0 327.1 3653 1480 500 1520 154D
o431 091 971, | 15011871 0 Ml 2940 8271 90° | Tz 250.10  29.02%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000
14.80 15.00 15.20 15.40
125, m/z 253.10 23.52%
0 63.0 99.0, ,|| 158 0 198 0224.0 “
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
252.0
14:80 15.00 15.20 1540
5000 m/z 125.00 13.15%
126.0
o 74.0 100 q JH 198.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene BB B aa e
252.0 14.80 15.00 15.20 15.40
m/z 126.00 11.96%
5000
126.0
039:0 74.0100.0 | _ 163.0 198.0224.0 ||
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 : BF109046.D

Acq On : 17 Sep 2018 14:18

Operator : JU/SJ

Sample : J4773-05 4X

Misc :

ALS Vial : 10 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 17.2 ng 654807 1 6.72 761297 20.0
Hexadecanoic acid... 11.64 18.6 ng 927779 4 11.22 998777 20.0
Phenanthrene, 2-m... 11.75 2.4 ng 120696 4 11.22 998777 20.0
4H-Cyclopenta[def... 11.84 3.7 ng 184666 4 11.22 998777 20.0
9,12-Octadecadien... 12.32 33.8 ng 1687230 4 11.22 998777 20.0
11-Octadecenoic a... 12.34 33.1 ng 1655580 4 11.22 998777 20.0
11H-Benzo[b]fluorene 12.99 2.4 ng 184286 5 13.85 1550480 20.0
Pyrene, 1l-methyl- 13.05 2.1 ng 159991 5 13.85 1550480 20.0
unknown13.57 13.57 2.2 ng 169907 5 13.85 1550480 20.0
Benzo[e]pyrene 15.14 5.5 ng 235458 6 15.26 861542 20.0
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