LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 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-BF092218 .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 4.881 472 475 481 rBV 28015 32044 2.75% 0.168%
2 5.304 543 547 556 rVB 849964 809023 69.55% 4.243%
3 6.339 719 723 731 rBV 989317 867273 74.56% 4 .549%
4 6.469 742 745 749 rBV 998689 885245 76.10% 4.643%
5 6.557 755 760 769 rVB2 13592 21665 1.86% 0.114%
6 6.704 782 785 789 rBV 932616 752368 64.68% 3.946%
7 6.863 808 812 815 rBV 839921 678861 58.36% 3.560%
8 7.263 876 880 883 rBV 692657 531518 45.69% 2.788%
9 7.322 887 890 892 rVB 16288 14184 1.22% 0.074%
10 7.986 999 1003 1006 rBY 1257514 1015342 87.29% 5.325%
11 9.063 1182 1186 1189 rBV 1232470 982225 84.44% 5.152%
12 9.157 1196 1202 1204 rBv4 21381 22033 1.89% 0.116%
13 9.327 1227 1231 1237 rBV6 8278 12494 1.07% 0.066%
14 9.398 1240 1243 1245 rBV 13882 12561 1.08% 0.066%
15 9.457 1249 1253 1256 rBV 283131 236290 20.31% 1.239%
16 9.598 1273 1277 1282 rBV 32405 31506 2.71% 0.165%
17 9.686 1289 1292 1296 rBV 24508 22040 1.89% 0.116%
18 9.739 1297 1301 1304 rVvV 1259091 1163211 100.00% 6.101%
19 9.769 1304 1306 1309 rVB 38667 30148 2.59% 0.158%
20 9.939 1332 1335 1339 rVB 30205 25453 2.19% 0.133%
21 10.010 1344 1347 1351 rBV5 12335 14644 1.26% 0.077%
22 10.051 1351 1354 1357 rBv4 12767 16216 1.39% 0.085%
23 10.151 1366 1371 1374 rBV5 10575 16784 1.44% 0.088%
24 10.180 1374 1376 1379 rVB2 38104 28801 2.48% 0.151%
25 10.280 1390 1393 1400 rBV2 45307 42156 3.62% 0.221%
26 10.398 1410 1413 1417 rVvVv4 19195 26828 2.31% 0.141%
27 10.439 1417 1420 1425 rVB2 17062 24776 2.13% 0.130%
28 10.516 1430 1433 1438 rBV 695444 602050 51.76% 3.158%
29 10.651 1453 1456 1458 rBV3 52638 48924 4.21% 0.257%
30 10.827 1483 1486 1488 rBV2 13329 13421 1.15% 0.070%
31 10.851 1488 1490 1493 rVB4 15261 14598 1.25% 0.077%
32 10.910 1497 1500 1503 rVB 12650 12331 1.06% 0.065%
33 10.957 1503 1508 1510 rBV3 15267 24225 2.08% 0.127%
34 10.974 1510 1511 1516 rVvv2 17332 17350 1.49% 0.091%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 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-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.016 1516 1518 1523 rVB2 18180 21199 1.82% 0.111%
36 11.068 1523 1527 1529 rBvV4 16600 22867 1.97% 0.120%
37 11.098 1529 1532 1536 rVV2 50993 68519 5.89% 0.359%
38 11.127 1536 1537 1541 rVB 30002 24356 2.09% 0.128%

39 11.216 1548 1552 1554 rBV 1188519 1130541 97.19%% 5.929%
40 11.233 1554 1555 1559 rvv 446926 300017 25.79% 1.574%

41 11.286 1561 1564 1567 rVB 101951 82770 7.12% 0.434%
42 11.321 1567 1570 1573 rBV5 18918 24202 2.08% 0.127%
43 11.439 1588 1590 1592 rBV 19778 13124 1.13% 0.069%
44 11.521 1600 1604 1606 rBV2 33959 35338 3.04% 0.185%
45 11.545 1606 1608 1610 rVB 22646 18453 1.59% 0.097%
46 11.621 1617 1621 1625 rVB 330335 259400 22.30% 1.360%
47 11.710 1633 1636 1639 rBVY 68096 68097 5.85% 0.357%
48 11.739 1639 1641 1646 rVvv2 104602 125928 10.83% 0.660%
49 11.786 1646 1649 1652 rVVv2 40557 38535 3.31% 0.202%
50 11.821 1652 1655 1657 rVVv2 120356 122158 10.50% 0.641%
51 11.845 1657 1659 1665 rVB 66231 59007 5.07% 0.309%
52 11.927 1671 1673 1675 rVB 23419 13780 1.18% 0.072%
53 12.004 1683 1686 1688 rBV 41112 40141 3.45% 0.211%
54 12.027 1688 1690 1694 rVB2 44583 44103 3.79% 0.231%
55 12.133 1707 1708 1710 rBV 15347 15123 1.30% 0.079%
56 12.157 1710 1712 1715 rVVv2 24715 22356 1.92% 0.117%
57 12.186 1715 1717 1719 rVvVv 25201 20596 1.77% 0.108%
58 12.210 1719 1721 1724 rVB 29975 23939 2.06% 0.126%
59 12.263 1727 1730 1732 rVV 67713 62907 5.41% 0.330%

60 12.304 1733 1737 1738 rVV 816758 734295 63.13% 3.851%

61 12.321 1738 1740 1748 rVV 838531 829430 71.31% 4 _350%
62 12.415 1752 1756 1760 rVvVv 602033 588172 50.56% 3.085%

63 12.468 1761 1765 1770 rVVv7 42173 60929 5.24% 0.320%
64 12.645 1789 1795 1798 rBV 544921 526216 45.24% 2.760%
65 12.762 1813 1815 1817 rBV 39465 36270 3.12% 0.190%
66 12.792 1817 1820 1828 rVB 892526 752178 64.66% 3.945%
67 12.868 1829 1833 1835 rBV2 46134 57918 4.98% 0.304%
68 12.974 1845 1851 1854 rVB 90559 128860 11.08% 0.676%
69 13.039 1859 1862 1865 rVV 94997 81005 6.96% 0.425%
70 13.074 1865 1868 1875 rVB 65036 75767 6.51% 0.397%
71 13.168 1881 1884 1886 rVB 51877 45187 3.88% 0.237%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 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-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 13.198 1886 1889 1892 rBV 48206 46391 3.99% 0.243%
73 13.380 1918 1920 1925 rVB4 39998 44614 3.84% 0.234%
74 13.586 1952 1955 1958 rBV2 47372 68231 5.87% 0.358%
75 13.615 1958 1960 1962 rVB 33556 23476 2.02% 0.123%

76 13.710 1973 1976 1981 rVB3 83461 108561 9.33% 0.569%
77 13.839 1993 1998 2000 rBV2 1057958 1129448 97.10% 5.924%
78 13.862 2000 2002 2005 rVB 257058 186605 16.04% 0.979%
79 14.845 2165 2169 2172 rBV 214216 324767 27.92% 1.703%
80 14.939 2183 2185 2190 rVB2 108370 116342 10.00% 0.610%

81 15.121 2214 2216 2222 rVB 149008 172153 14.80% 0.903%
82 15.180 2223 2226 2230 rBV 176093 209659 18.02% 1.100%

83 15.245 2233 2237 2240 rBV 686275 766200 65.87% 4._.019%
84 15.903 2346 2349 2359 rVB2 131498 247810 21.30% 1.300%

Sum of corrected areas: 19066528
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF109265.D
1200000

6.34.47
1000000 6.70

5.30 6.86
800000

7.26
600000
400000

200000

N — e || | Jless]| 732

T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF109265.D
1200000 7199 9,06 9|74 11.22

1000000 12.79

800000
10.52

600000

400000
9.46

200000

Ol L J&Eg.sl 9 ’M‘ﬁg@ﬁ%@% 10.6

I T T USRI
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BF109265.D

1200000

15.24
1000000

800000

600000

15.90

400000

200000

— T — —T T T
18.00

-
15.50

— T T — T T
14.50 15.00 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 23.53 ng 885245 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.469 min): BF109265.D (-742) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 540 ®1 "5k ok Gho Gho
01 : e m/z 68.10 42 .44%
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 IREBERAREE RS LRSS S
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 31.13%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k ok ok
5000 980 1160 m/z 66.00 27.12%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.53%
117.0
5000
91.0
T, Lo
0 w“--f--W-rm--“u-H-.”--EH-“‘-.--nu----u---- IREBEAREE RN RS S
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\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 6
R.T. EstConc Area Relative to ISTD R.T.
11.62 4_.59 ng 259400 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 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 81
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 1621 (11.621 min): BF109265.D (-1617) (-) m/z 74.10 100.00%
741
5000
43.1
\ R 140 1160 11,30 1200
185.1 270.3 : : - -
0 ,....,....|',.-.'.. '-!..'-,...1.2,??‘..,'....1?.4.‘?.’.,.-...‘-',.... e | m/z 87.10 73.03%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 R s e RN RS
43.0 1140 11.60 11.80 12.00
143.0 m/z 43.10 32.50%
| 101.0 | 1710 1990 227.0 270.0
o SRS S S T v e N
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
" 11.40 11,60 11.80 12,00
5000 43.0 m/z 55.00 24 .40%
143.0
Oyt il T2 aaz0, 1850 2210 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 Nﬁwhnﬁﬁv%fvmwj{fﬂﬁthw}Mﬁhvw
Abundance #95860: Methy! tetradecanoate R B e B
74.0 11.40 11.60 11.80 12.00
m/z 41.05 23.56%
5000
43.0
m/z--> 25 Jo 60 éo 100 150 140 160 180 200 220 250 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.74 2.23 ng 125928 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 1H-Cvclopropall'lphenanthrene.la.... 192 C15H12 000949-41-7 95
3 1H-Indene. 1l-phenvl- 192 C15H12 001961-96-2 95
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94

Abundance Scan 1641 (11.739 min): BF109265.D (-1639) (-) m/z 192.10 100.00%

19p.1

5000

165.1 11.40 11.60 11.80 12.00

95.0 115.0131.1 150.1

0 m/z 191.10 56.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000

11.40 11.60 11.80 12.00
m/z 189.05  30.83%

94.0 165.0
o 390 630789 | 1150 1390 |
L B L L o BLA e i s o e o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0
11.40 11.60 11.80 12.00
5000 m/z 193.10 15.96%
165.0
oL 390 630 81090 1150 1390 | _ 1l
B L B W o o e o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54728: 1H-Indene, 1-phenyl-
192.0 11.40 11.60 11.80 12.00
m/z 190.10 14.68%
5000
165.0
28.0 440 650 810 960 1150 4399 | "
T e e e e e R REARE B B RN
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

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

11.82 2.16 ng 122158 Phenanthrene-d10 11.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93

2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 64

3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 46

4 Naphthol1l.2-blnorbornadiene 192 C15H12 1000210-14-8 42

5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 38
Abundance Scan 1655 (11.821 min): BF109265.D (-1652) (-) m/z 189.10 100.00%

189.1

5000
94.8
a0 1301 &1 11.60 11.80 12.00 12.20
0 : m/z 190.10 93.91%
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 71.86%

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

Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
11.60 11.80 12.00 12.20
5000 m/z 191.10 58.11%
63.0 133.0 172.0
28.0 97.0 1IN
Obrrrpr i 2y “:.:‘ﬁqu..‘:“‘i‘..‘.. I 153(,)‘, .M.,....,...
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0 11.60 11.80 12.00 12.20
m/z 94.80 26.00%
5000
0 75.0 95.0 134.0 162.0
57. .
0 ..w...f??..ﬂpﬂ..pvunt %%49..N. ”..‘M... L = ST R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.30 12.99 ng 734295 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 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1736 (12.298 min): BF109265.D (-1733) (-) m/z 67.10 100.00%
67.1
411
5000
1231 3501 100 2061 L a3 penp | | 12001220 1240 1260
Obprrrr e ' : : m/z 81.10 87.60%

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

-

12.IOO 12.I20 12.I40 12.I60
m/z 55.05 65.24%

5000

123.0 149.0 175

262.0 294.0

04
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
R
12.00 12.20 12.40 12.60
5000 95.0 m/z 41.10 58.53%

1230 150.0 1780 2200 263.0 29ﬁo

:

O prrrr e e e e e e e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester S B S e e

67.0 12.00 12.20 12.40 12.60
41.0 m/z 95.10 57.89%
5000
123.0

. 1990 1780 30 2630 2040 |

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

8270-BF092218 .M Tue Sep 25 13:13:15 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.32 14.67 ng 829430 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 94
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 94
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 93
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
Abundance Scan 1740 (12.321 min): BF109265.D (-1738) (-) m/z 55.10 100.00%
58.1
5000
111 NSRS ISR B
137.1 180.2 2222 2643 206.2 12.00 12.20 12.40 12.60
[ ; m/z 41.10 66.71%
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
5000 RN IR BN B
12.00 12.20 12.40 12.60
m/z 69.10 66 .66%
. 1380 1800 2220 296.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
58.0
12.00 12.20 12.40 12,60
5000 m/z 74.00 63.81%
o 296.0
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)- o R S Rmma ,j.\. Ty
58.0 12.00 12.20 12.40 12.60
m/z 43.10 56.45%
5000
296.0
o} SR e
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\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.97 2.28 ng 128860 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 91
2 Pvrene. 1l-methvl- 216 C17H12 002381-21-7 90
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
5 Benzoic acid, 3-(3,5-dimethyl-1-._. 216 C12H12N202 312531-88-7 59
Abundance Scan 1850 (12.968 min): BF109265.D (-1845) (-) m/z 216.10 100.00%
216.1
5000
1073 189.1
410 670 g7 150.0 . 239.1 12.60 12.80 13.00 13.20
ol A ot m/z 215.10  89.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000 VNN SN SUURE I
12/60 12.80 13.00 13.20
108.0 m/z 213.05 23.86%
o 57.0 139.0 163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74416: Pyrene, 1-methyl-
216.0
12.60 12.80 13.00 13.20
5000 m/z 107.30 19.71%
108.0 189.0
o 39.0 63.0 87.0, | 1370 1630 |
HRUNRRI IR N LSS SRS SRR BEREE SRREE BEAEY SREE BRRSE BRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 ‘A
Abundance #74419: 11H-Benzo[a]fluorene L e
216.0 12.60 12.80 13.00 13.20
m/z 217.10 18.77%
5000
107.0
0l14.0 440 81.0 , | 1%01%01%0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.94 3.04 ng 116342 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 72
2 Benzolklfluoranthene 252 C20H12 000207-08-9 55
3 Benzolalpvrene 252 C20H12 000050-32-8 53
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 46
5 Benzo[e]pyrene 252 C20H12 000192-97-2 46
Abundance Scan 2185 (14.939 min): BF109265.D (-2183) (-) m/z 252.10 100.00%
57.1 A
85.1
5000
0t i m/z 57.10 85.47%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
5000 U DR DU DU SRS
14 60 14. 80 15. oo 15.20
20.0 m/z 71.10 59.28%
ol L, ﬂ .327? 1690  225.0253.0 338.0
m/z--> 55 100 1%0 260 2éo 360 3%0
Abundance #104224: Benzo[k]fluoranthene
250.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 54 _90%
126.0
0...|..E.Wl.ol.”.”..|....|.22.‘4..0.JH....|....|....
m/z--> 50 100 150 200 250 300 350
Abundance #104222: Benzo[a]pyrene R e EEAER R
252.0 14.60 14.80 15.00 15.20
m/z 43.10 40.44%
5000
126.0
%Q%ONH“ 2240
m/z--> 5'0 100 1&1,0 200 250 3(')0 3&1,0 14 60 14. 80 15. oo 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109265.D

Aca On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 28-Nor-17.alpha.(H)-hopane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 6.47 ng 247810 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 86
2 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 38
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 32
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 25
5 3-Fluoro-4-trifluoromethylbenzoi... 354 C16H19CIF402 1000360-59-9 22
Abundance Scan 2348 (15.898 min): BF109265.D (-2346) (-) m/z 191.20 100.00%
191.2
81.1
5000
23.1
41.1 RN SN BURR AR U
156 2271 264.1,0 13271 3832414 5 15.60 15.80 16.00 16.20
o} : m/z 81.10 58.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 L B SURULA SN SULE
109.0 15,60 15.80 16.00 16.20
49.0 m/z 95.10 57 .04%
260.0 3550 398.0
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #172144: 2-(2-((2-Chloro-6-fluorobenzyl)sulfanyl)phenyl)-1...
191.0
15,60 15.80 16.00 16.20
5000 m/z 69.10 43 .34%
143.0
280 630 10707l ) o400 299.0334.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone B B A Eame
191.0 15.60 15.80 16.00 16.20
m/z 177.15 41.70%
5000; 28.0
950 1350
0""I""I'J'LE"' NEEE IS S U S LR BN RIS SR SUN
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF092218 .M Tue Sep 25 13:13:18 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092418\
Data File : BF109265.D

Acq On : 24 Sep 2018 14:15

Operator : JU/SJ

Sample : J4770-01 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 23.5 ng 885245 1 6.70 752368 20.0
Hexadecanoic acid... 11.62 4.6 ng 259400 4 11.22 1130540 20.0
Phenanthrene, 2-m... 11.74 2.2 ng 125928 4 11.22 1130540 20.0
4H-Cyclopenta[def... 11.82 2.2 ng 122158 4 11.22 1130540 20.0
9,12-Octadecadien... 12.30 13.0 ng 734295 4 11.22 1130540 20.0
15-Octadecenoic a... 12.32 14.7 ng 829430 4 11.22 1130540 20.0
11H-Benzo[b]fluorene 12.97 2.3 ng 128860 5 13.84 1129450 20.0
Tetracosane 14.94 3.0 ng 116342 6 15.24 766200 20.0
28-Nor-17.alpha.(... 15.90 6.5 ng 247810 6 15.24 766200 20.0
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