LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 4.887 473 476 484 rBV 43071 53988 3.23% 0.235%
2 5.310 544 548 558 rBY 1529352 1367386 81.90% 5.940%
3 6.340 719 723 726 rBVY 1577032 1477496 88.50% 6.419%
4 6.475 742 746 749 rBVY 1767556 1481516 88.74% 6.436%
5 6.704 782 785 789 rBV 798280 623028 37.32% 2.707%
6 6.863 808 812 815 rBVY 1391831 1115600 66.82% 4.847%
7 7.263 876 880 883 rBY 1090214 917413 54.95% 3.986%
8 7.987 999 1003 1006 rBY 1046502 826917 49.53% 3.592%
9 8.592 1102 1106 1109 rBV 30010 26652 1.60% 0.116%
10 9.063 1182 1186 1189 rBvV 2206825 1669493 100.00% 7.253%
11 9.157 1196 1202 1205 rBV3 49923 46876 2.81% 0.204%
12 9.328 1227 1231 1235 rBV5 20549 23590 1.41% 0.102%
13 9.457 1250 1253 1256 rBV 592517 449874 26.95% 1.954%
14 9.681 1289 1291 1295 rVB 52733 46632 2.79% 0.203%
15 9.739 1295 1301 1304 rBV 976487 908423 54.41% 3.946%
16 10.180 1373 1376 1379 rVB 67105 48927 2.93% 0.213%
17 10.280 1390 1393 1400 rBv2 27412 30975 1.86% 0.135%
18 10.398 1410 1413 1417 rBvV2 23416 29150 1.75% 0.127%
19 10.439 1417 1420 1425 rVB3 15549 24249 1.45% 0.105%
20 10.522 1430 1434 1439 rBV 968032 920062 55.11% 3.997%
21 10.651 1453 1456 1465 rBV 79030 94119 5.64% 0.409%
22 11.098 1529 1532 1535 rBV3 60988 54923 3.29% 0.239%
23 11.127 1535 1537 1542 rVB2 26555 26589 1.59% 0.116%

24 11.216 1548 1552 1554 rBV 807650 777692 46.58% 3.379%
25 11.233 1554 1555 1559 rvVv 170843 119991 7.19% 0.521%

26 11.286 1559 1564 1567 rVB 66234 59834 3.58% 0.260%
27 11.522 1599 1604 1606 rBV2 48366 46655 2.79% 0.203%
28 11.622 1617 1621 1624 rBV 995935 801559 48.01% 3.482%
29 11.716 1634 1637 1639 rBV 38733 34698 2.08% 0.151%
30 11.751 1639 1643 1646 rVvv2 107838 115753 6.93% 0.503%
31 11.822 1652 1655 1658 rBV2 79456 83200 4.98% 0.361%
32 11.845 1658 1659 1665 rVB 34792 26577 1.59% 0.115%
33 11.927 1670 1673 1675 rBV 39143 33497 2.01% 0.146%
34 12.010 1681 1687 1688 rBV 25745 26618 1.59% 0.116%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 12.027 1688 1690 1695 rVB4 23343 26118 1.56% 0.113%
36 12.263 1727 1730 1733 rBV 43006 42287 2.53% 0.184%

37 12.304 1733 1737 1739 rVV 1618117 1582655 94.80% 6.876%
38 12.327 1739 1741 1748 rVB 1555703 1381449 82.75% 6.001%
39 12.416 1751 1756 1760 rBV2 478478 567228 33.98% 2.464%

40 12.463 1760 1764 1766 rVv4 24176 27886 1.67% 0.121%
41 12.645 1790 1795 1798 rBV 342972 332555 19.92% 1.445%
42 12.686 1798 1802 1805 rVV5 38983 46268 2.77% 0.201%
43 12.769 1809 1816 1817 rBV2 27625 40849 2.45% 0.177%
44 12.792 1817 1820 1824 rBV 1379246 1198952 71.82% 5.209%
45 12.869 1831 1833 1837 rBVY 19409 25032 1.50% 0.109%
46 12.974 1845 1851 1855 rBV2 74361 100683 6.03% 0.437%
47 13.039 1859 1862 1866 rVV 82332 82711 4._95% 0.359%
48 13.074 1866 1868 1871 rVVv2 39830 35891 2.15% 0.156%
49 13.133 1876 1878 1880 rVv2 30698 23986 1.44% 0.104%
50 13.169 1881 1884 1886 rVV 36930 28922 1.73% 0.126%
51 13.198 1886 1889 1893 rVV 39441 38050 2.28% 0.165%
52 13.286 1901 1904 1907 rVB4 37436 47858 2.87% 0.208%
53 13.351 1912 1915 1918 rBV5 13710 23042 1.38% 0.100%
54 13.380 1918 1920 1925 rVB2 45830 46250 2.77% 0.201%

55 13.545 1945 1948 1952 rBV2 80535 113383 6.79% 0.493%

56 13.586 1953 1955 1959 rVB3 26420 29185 1.75% 0.127%
57 13.710 1973 1976 1982 rVB2 88893 110969 6.65% 0.482%
58 13.839 1993 1998 2001 rBV2 921969 957400 57.35% 4_.159%

59 13.863 2001 2002 2005 rVB 146315 92114 5.52% 0.400%
60 14.021 2027 2029 2033 rVB2 55194 46301 2.77% 0.201%
61 14.327 2078 2081 2083 rBV2 48071 52974 3.17% 0.230%
62 14.621 2129 2131 2136 rVB3 63074 67192 4.02% 0.292%
63 14.845 2166 2169 2178 rVB 128143 245982 14.73% 1.069%
64 14.939 2182 2185 2190 rVB3 70594 86127 5.16% 0.374%

65 15.121 2214 2216 2223 rVB 93693 111474 6.68% 0.484%

66 15.180 2223 2226 2232 rBV 111144 145184 8.70% 0.631%
67 15.245 2232 2237 2240 rBV 513144 610153 36.55% 2.651%
68 15.686 2309 2312 2317 rBV 59346 88346 5.29% 0.384%
69 15.898 2346 2348 2355 rVB3 51045 70989 4._.25% 0.308%
70 16.151 2388 2391 2402 rVB3 48627 102119 6.12% 0.444%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 23018516
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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: BF109346.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 47 .56 ng 1481520 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 745 (6.469 min): BF109346.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 o1 Tk 40 6k0 650
01 : e B m/z 68.10 43.75%
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
310 510 m/z 134.00 31.43%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.00 28.17%
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 i T
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.98%
74.0
5000 ggo 1160
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0| R s AARERS
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\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.42 ng 94119 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tridecane 184 C13H28 000629-50-5 87
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1456 (10.651 min): BF109346.D (-1453) (-) m/z 57.10 100.00%
57.1
5000 J
\ || 1921 saotses ™ 10140 10,60 10'30 1100
ol b WA T e m/z 43.10 74.70%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 ]
5000 LIS BRI I BRI
mmmmmmnm
99.0 m/z 71.10 70.62%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350
Abundance #48833: Tridecane
57.0
" 10,40 10,60 10.80 11.00
5000 m/z 85.10 51.45%
2710
‘ | | 00 1410 1840
U -hr-! J'ﬂ"' P B e A N A
m/z--> 50 100 150 200 250 300 350
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester
43.0 10.40 10.60 10.80 11.00
m/z 41.05 38.98%
5000 85.0
om [R0ss0 200
m/z--> 50 100 150 200 250 300 350 10.40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.62 20.61 ng 801559 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 94
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 80
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 72
Abundance Scan 1621 (11.622 min): BF109346.D (-1617) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 RIS I B SV B
227.2
97.0 185.2 11.40 11.60 11.80 12.00
0 ,....,‘...h', A7 i | 1e3Ql82. 1T 21031 o tUe7 00 72.14%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LRI IS BN SULRULN I
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 33.16%
mz-> 20 40 60 80 '1'66' "% 140 180 '1'86' piigy '2'216' Pl
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 25 .58%
ob “\ U L) 9700170 2430 1850 20 200
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester L EEEEamae
74.0 11.40 11.60 11.80 12.00

m/z 41.05 24 .59%

5000 43.0
[Trrr[rrrrproTTy I L I I LU L L L L LI L UL LI LI LRI BLRLELL | _'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_h
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\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.75 2.8 ng 115753 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Pentadecanoic acid
3 Tridecanoic acid

214

C15H3002
C13H2602

001002-84-2 76
000638-53-9 58

4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 20
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 18
Abundance Scan 1643 (11.751 min): BF109346.D (-1639) (-) m/z 73.00 100.00%
431 730
5000 129.1
97.0 1571 192.1 9939
: 256.2 11.40 11.60 11.80 12.00
o} m/z 43.10 86.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
.0
5000 129.0
83.0 11.40 11.60 11.80 12.00
. 0
1570 1850 2130 256.0 m/z 60.00 83.08%
of 4 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 55.05 68.25%
o 15.0 My
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0 11.40 11.60 11.80 12.00
m/z 57.00 68.02%
43.0
5000
129.0
‘ 710 2140
o .w,w.‘..\H.u‘ I h‘\ b 1890 A
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\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.82 2.14 ng 83200 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 91
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 46
4 3.5-Dichlorobenzoic acid 190 C7H4CI1202 000051-36-5 30
5 3-Bromo-2-furoic acid 190 C5H3Bro03 014903-90-3 27
Abundance Scan 1655 (11.822 min): BF109346.D (-1652) (-) m/z 190.10 100.00%
190.1

5000

94.8

165.1 11.60 11.80 12.00 12.20

m/z 189.10 96 .48%

139.0

110.1

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53204: 4H-Cyclopenta[def]phenanthrene

190.

5000
11.60 11.80 12.00 12.20

m/z 192 .05 71.54%

163.0

27.0 43.0 111.0 137.0

m/z--> 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 191.05 54 _.65%
94.0
163.0 ‘
0 | \
L B e WA b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0 11.60 11.80 12.00 12.20
m/z 187.10 22 .99%
5000
95.0 134.0 162.0
57.0 75.0
N L N B Y NS A S
m/z--> 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\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.30 40.70 ng 1582660 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 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98

Abundance Scan 1736 (12.298 min): BF109346.D (-1733) (-) m/z 67.05 100.00%

67.0

41.0
5000
1231 1501 12.00 12.20 12.40 12.60
’ 189.1 220.2 263.3 294.3 y
Ol m/z 81.05 84.65%
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 LIS L L L L L L L L L LB LB
12. 00 12. 20 12. 40 12. 60
m/z 55.10 65.36%
ol li 1230 149.0 175 262.0 294.0
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 41.05 55.85%

o : :
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 M,L

Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R o i
410 67.0 12100 12,20 12.40 12.60

m/z 95.05 55.17%

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

5000 95.0
M1230 150.0 1780 2200  263.0 29fo

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.33 35.53 ng 1381450 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 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 99
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 1741 (12.327 min): BF109346.D (-1739) (-) m/z 55.10 100.00%

5000

e

264.3 T
12.00 12.20 12.40 12.60

m/z 69.10 68.22%

180.2 222.3

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

;?:§§5====

5000 LI L L L L L L L LB
12.00 12.20 12.40 12.60
m/z 41.10 67.91%

. 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
Abundance #141304: 6-Octadecenoic acid, methyl ester, (2)-

55.0
T

12.00 12.20 12.40 12.60
m/z 74.00 60.29%

5000
280 180.0 2220 2640
0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester R R A Rms
55.0 12.00 12.20 12.40 12.60

m/z 83.10 58.87%

5000

29.0 264.0

180.0 222.0

296.0

1 I
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

8270-BF092218_.M Thu Sep 27 15:03:44 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 11H-Benzo[a]fluorene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.97 2.10 ng 100683 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 95
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 94
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
Abundance Scan 1850 (12.969 min): BF109346.D (-1845) (-) m/z 216.10 100.00%
216.1
5000
so 670 gra N ° o.o147.1 1671 1890 pi0.1 12.60 12.80 13.00 13.20
< : : : : m/z 215.10 86.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74423: 11H-Benzo[a]fluorene
216.0
5000
12.60 12.80 13.00 13.20
108.0 m/z 213.10 23.04%
ol 43.0 63.0 81.0 163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74425: Fluoranthene, 2-methyl-
216.0
12.60 12.80 13.00 13.20
5000 m/z 217.10 16.93%
o 390 740 ‘\ 1300 1630 1890 H
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl-
216.0 12.60 12.80 13.00 13.20
m/z 107.80 15.62%
5000
95.0 189.0
0l14.0 39.0 63.0 | 1220 163.0 | |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20

8270-BF092218_.M Thu Sep 27 15:03:44 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 10 unknownl3.55 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.37 ng 113383 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.6-dimet... 166 Cl12H22 001750-51-2 41
2 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 001125-12-8 27
3 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 22
4 2.4-Heptadienal. (E.E)- 110 C7H100 004313-03-5 18
5 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 18
Abundance Scan 1949 (13.551 min): BF109346.D (-1945) (-) m/z 81.00 100.00%
.0
2773 3082 | 13120 13.40 13.60 13.80
o} m/z 95.00 91.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35198: Naphthalene, decahydro-1,6-dimethyl-
95.0
5000 SR SRR SRR BRI S B
166.0 13.20 13.40 13.60 13.80
m/z 151.10 80.15%
| 123.0
of J”.”,”L“”w”h.h.””.”.””.”.””.”w””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25349: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methylethyl)
81.0 110.0
41.0 13.20 13.40 13.60 13.80
5000 m/z 55.05 50.27%
152.0
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24832: 1,4 Benzodioxan-6-amine B B .
151.0 13.20 13.40 13.60 13.80
m/z 67.00 39.96%
95.0
5000
67.0
41.0 ‘
0 }ﬁfz"““"'l“"l“"l'“%?ﬁlgl"l'"" SRS AL SN RARAS BARAY LARAN AR NS USRS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 Oxalic acid, isobutyl octad... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.71 2.32 ng 110969 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 83
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 83
3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 83
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 83
5 Undecane 156 C11H24 001120-21-4 81
Abundance Scan 1976 (13.710 min): BF109346.D (-1973) (-) m/z 57.10 100.00%
571.1
5000
140.2 169.1 196.1218.1  260.1282.1304.0 13.40 13.60 13.80 14.00
0 m/z 43.10 78 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57.0
5000 ISR DR SR RS
13,40 13.60 13.80 14.00
29.0 83.0 m/z 71.10 69.18%
o L A 110 1390 169.0 2240 2520  29[0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
13.40 13.60 13.80 14.00
5000 m/z 55.10 58.18%
29.0 83.0
obd L) | jlllo 139.0 196.0 224.0 2690
miz-> 20 40 60 80 160 150 140 160 180 200 220 240 260 zéo 300
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester A REEREEaSS
57.0 13.40 13.60 13.80 14.00
m/z 83.05 53.84%
5000
29.0 83.0
okt | | M0 1480 1820 2100 2550
mz-> 20 46 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 12 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.20 ng 67192 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane 282 C20H42 000112-95-8 83
3 Heneicosane 296 C21H44 000629-94-7 76
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 76
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 68
Abundance Scan 2131 (14.621 min): BF109346.D (-2129) (-) m/z 57.10 100.00%
5%.1
85.1
5000
113114111691 5052  256.1 288.1 356.2 14.40 14.60 14.80 15.00
o/ I— ,J. L 18.0 m/z 71.10 70.72%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
85.0
5000 LRI UL B B R
Mmmmmmmm
29.0 m/z 43.05 67.74%
' 13.0141.0169.0197.0 268.0
0‘_V_V_|L_ul_r‘“|llllldlllll T T T 7T T T T 7T T T T 7T T T T 7T T
m/z--> 50 100 1éo 260 2éo 360 3éo
Abundance #129491: Eicosane
57.0
1440 14.60 14.80 15.00
5000 85.0 m/z 85.10 54.68%
29.0
o l‘ L i i }13 0141.0169.0197.0225.0253,0 282.0
m/z--> §0 100 1éo 260 250 300 3éo
Abundance #141425: Heneicosane A L R REmms e
57.0 14.40 14.60 14.80 15.00
m/z 99.05 22.34Y%
5000 85.0
29.0
. || I N 813014101690197022502530 296.0
m/z--> §0 100 150 260 250 360 350 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

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

TIC Library :
TIC Integration Parameters:

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

Peak Number 13 Octadecane, l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .94 2.82 ng 86127 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 58
2 Hexadecane 226 C16H34 000544-76-3 53
3 Pentacosane 352 C25H52 000629-99-2 49
4 Docosane 310 C22H46 000629-97-0 49
5 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S 1000309-19-8 38
Abundance Scan 2185 (14.939 min): BF109346.D (-2182) (-) m/z 57.10 100.00%
57.1
85.1 252.1
5000
l ]I I‘ZT']' 169.1 200.1 300.1 14.60 14.80 15.00 15.20
O A o L m/z 71.10 79.16%
m/z--> 50 100 150 200 250 300 350
Abundance #202263: Octadecane, 1-iodo-
57.0
5000 LR B UL DU B
14 60 14. 80 15. oo 15. 20
99.0 253.0 m/z 43.10 64 .35%
27,0 | | (om0 211.0 380.0
Ob—— et T L o o SRR A
m/z--> 50 100 150 200 250 360 3%0
Abundance #83025: Hexadecane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 60.29%
o 270 ||| ‘99 0 141.0169.0  226.0
m/z--> 50 160 1%0 200 2%0 360 3%0
Abundance #185533: Pentacosane e
57.0 14.60 14.80 15.00 15.20
m/z 252.10 55.29%
5000
99.0
o270l | J | 14101600 211.0 2530 2050 3520
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3%0 14.60 14.80 15.00 15.20

8270-BF092218 .M

Thu Sep 27 15:03:47 2018

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 14 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.12 3.65 ng 111474 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 98
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzolalovrene 252 C20H12 000050-32-8 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2216 (15.121 min): BF109346.D (-2214) (-) m/z 252.10 100.00%
25%.1
5000
1251 365.3 14.80 15.00 15.20 15.40
55.0 83.1 . 224.0 : - - - :
ol 2081 | 1501 10412240 | = 2050 3322 m/z 250.10 29.52%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25p.
5000
14.80 15.00 15.20 15.40
m/z 253.10 22 _.67%
125.0
o 63.0 98.0, | 1740  224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
25p.0
14:80 15.00 15.20 15.40
5000 m/z 125.10 16.76%
126.0
0l27.0 630 99.0, | 174.0  224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene e AREEEEEaSEE
250.0 14.80 15.00 15.20 15.40
m/z 126.00 14.04%
5000
126.0
0 63.0 99.0, 1740 2240
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF092218_.M Thu Sep 27 15:03:48 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 15 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.90 ng 88346 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heneicosane 296 C21H44 000629-94-7 81
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 74
4 2-methvloctacosane 408 C29H60 1000376-72-8 68
5 Triacontane 422 C30H62 000638-68-6 68
Abundance Scan 2313 (15.692 min): BF109346.D (-2309) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 266.1 15.40 15.60 15.80 16.00
141.1 180.1 238.2 296.1 350.2
ol ,|. l H[, i L m/z 71.10 68.98%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 85.0 15.40 15.60 15.80 16.00
29.0 m/z 43.05 60.32%
TN p130ae101600107.0 2260
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
650 15.40 15.60 15.80 16.00
5000 ' m/z 85.10 45 _.52%
29.0 113.0
oL L)) 3001600107 025 02530 2960
m/z--> éo 160 1éo 260 2%0 360 3%0
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- AR EEREE L
57.0 15.40 15.60 15.80 16.00
m/z 69.10 22 .53%
5000 85.0
0 LL|‘HH@MW 183.0211.0239.0267.0296.0
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&1,0 15.'40 15.|60 15.|80 16.|00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 16 28-Nor-17.alpha.(H)-hopane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.90 2.33 ng 70989 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 87
2 15-Isobutvl-(13.alpha.H)-1socopa... 332 C24H44 087953-47-7 83
3 2H-1.2.3-Triazole-4-carboxaldehv... 191 C9H6FN30 051306-43-5 38
4 Spirol4H-1.3.2-benzodioxaborin-4... 234 C14H23B02 062238-27-1 18
5 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200 035044-68-9 18
Abundance Scan 2348 (15.898 min): BF109346.D (-2346) (-) m/z 191.15 100.00%
191.2
95.1
5000 55
37.1 o
22212551 31723501 383.3414.3 15.60 15.80 16.00 16.20
0 m/z 95.10 59.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 109.0 15.60 15.80 16.00 16.20
49.0 m/z 177.10 51.20%
260.0 8550 398.0
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #171158: 15-Isobutyl-(13.alpha.H)-isocopalane
191.0
15.60 15.80 16.00 16.20
5000 9.0 m/z 81.00 48_.02%
1230
332.0
oL \I J u( 1610, | 2350 2760
m/z--> 50 100 150 200 250 300 350 400
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe... R R R
191.0 15.60 15.80 16.00 16.20
109.0 m/z 67.05 44.22%
5000
75F
0...|.L.l..|...'.|.... S L e
m/z--> 50 100 150 200 250 300 350 400 15,60 15.80 16.00 16.20

8270-BF092218_.M Thu Sep 27 15:03:49 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\
Data File : BF109346.D

Aca On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 17 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.15 3.35 ng 102119 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
2 Octacosane 394 C28H58 000630-02-4 50
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 50
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 50
5 Heptacosane 380 C27H56 000593-49-7 38
Abundance Scan 2391 (16.151 min): BF109346.D (-2388) (-) m/z 57.10 100.00%
57.1
5000 J\nvwﬂﬂxwvh\MJ\wmymwﬂwMNVWu_
1411 1911 2361 2711 317.2 15:80 16.00 16.20 16.40
0’ m/z 71.10 69.41%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 R DR UL UL LS
15,80 16.00 16.20 16.40
99.0 m/z 85.10 66.92%
: 154.0
0 i ]y . 830 239.0 281.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
15:80 16.00 16.20 16.40
5000 m/z 43.10 44 .13%
99.0
0 27,0 ] Loy, 1410 183.0 2250  281.0  337.0 394.0 JKMWMV\MUMN/\hﬂﬂHWMNMHMT
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- R B .
57.0 15.80 16.00 16.20 16.40
m/z 99.10 21.91%
N W
99.0
ol l | J |y }41 0 18202110 252,0281.0 3220
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\
Data File : BF109346.D

Acq On : 26 Sep 2018 19:29

Operator : JU/SJ

Sample : J4773-11

Misc :

ALS Vial : 17 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 47.6 ng 1481520 1 6.70 623028 20.0
Octacosane 10.65 2.4 ng 94119 4 11.22 777692 20.0
Hexadecanoic acid... 11.62 20.6 ng 801559 4 11.22 777692 20.0
n-Hexadecanoic acid 11.75 3.0 ng 115753 4 11.22 777692 20.0
4H-Cyclopenta[def... 11.82 2.1 ng 83200 4 11.22 777692 20.0
9,12-Octadecadien... 12.30 40.7 ng 1582660 4 11.22 777692 20.0
9-Octadecenoic ac... 12.33 35.5 ng 1381450 4 11.22 777692 20.0
11H-Benzo[a]fluorene 12.97 2.1 ng 100683 5 13.84 957400 20.0
unknown13.55 13.55 2.4 ng 113383 5 13.84 957400 20.0
Oxalic acid, isob... 13.71 2.3 ng 110969 5 13.84 957400 20.0
Nonadecane 14.62 2.2 ng 67192 6 15.24 610153 20.0
Octadecane, l-iodo- 14.94 2.8 ng 86127 6 15.24 610153 20.0
Benzo[e]pyrene 15.12 3.6 ng 111474 6 15.24 610153 20.0
Hexadecane 15.69 2.9 ng 88346 6 15.24 610153 20.0
28-Nor-17.alpha.(... 15.90 2.3 ng 70989 6 15.24 610153 20.0
Eicosane, 10-methyl- 16.15 3.4 ng 102119 6 15.24 610153 20.0
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