LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 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-BF101819.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 4.922 478 482 492 rBV 68207 100083 14.18% 1.607%
2 5.357 553 556 582 rBV 456793 637101 90.28% 10.228%
3 6.386 727 731 748 rBV 505622 685019 97.07% 10.998%
4 6.504 748 751 763 rVB 684075 705706 100.00% 11.330%
5 6.728 786 789 802 rVB 209538 188558 26.72% 3.027%
6 6.881 812 815 831 rBV 509067 518905 73.53% 8.331%
7 7.292 882 885 905 rBV 238565 357964 50.72% 5.747%
8 8.010 1004 1007 1018 rBV 149043 192910 27.34% 3.097%
9 9.080 1186 1189 1202 rBV 575427 582911 82.60% 9.358%
10 9.480 1254 1257 1271 rBB 64973 73427 10.40% 1.179%

11 9.763 1301 1305 1319 rBB 203155 199234 28.23% 3.199%
12 10.557 1437 1440 1456 rBV 264596 303316 42.98% 4_870%
13 11.251 1554 1558 1568 rBV 188387 208541 29.55% 3.348%

14 11.786 1646 1649 1656 rVvVv3 10816 17574 2.49% 0.282%
15 11.868 1660 1663 1664 rvv2 7357 7322 1.04% 0.118%
16 11.886 1664 1666 1670 rVB2 20450 16248 2.30% 0.261%
17 12.468 1762 1765 1769 rVB 52143 50854 7.21% 0.816%
18 12.698 1798 1804 1810 rBV 54799 65785 9.32% 1.056%
19 12.827 1822 1826 1833 rBV 618958 569676 80.72% 9.146%
20 12.910 1838 1840 1846 rVB4 5408 8177 1.16% 0.131%
21 13.027 1852 1860 1862 rBV3 7891 12741 1.81% 0.205%
22 13.133 1874 1878 1883 rVB2 6120 7255 1.03% 0.116%
23 13.392 1918 1922 1925 rBV3 8208 9963 1.41% 0.160%
24 13.680 1961 1971 1976 rBV5 20338 36403 5.16% 0.584%
25 13.745 1976 1982 1992 rVV6 26304 66405 9.41% 1.066%
26 13.857 1998 2001 2003 rBV 24665 20303 2.88% 0.326%
27 13.892 2003 2007 2011 rVV2 182244 214967 30.46% 3.451%
28 13.921 2011 2012 2016 rVB 30835 22575 3.20% 0.362%
29 13.974 2019 2021 2024 rVB3 7804 7872 1.12% 0.126%
30 14.039 2028 2032 2036 rVB2 14879 13716 1.94% 0.220%
31 14.345 2081 2084 2087 rVB 14889 14608 2.07% 0.235%
32 14.621 2128 2131 2132 rBV2 16470 15426 2.19% 0.248%
33 14.709 2143 2146 2150 rVB2 17008 18343 2.60% 0.294%
34 14.927 2179 2183 2185 rBV 22046 26957 3.82% 0.433%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 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-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.951 2185 2187 2193 rVB2 28933 35070 4.97% 0.563%
36 15.033 2199 2201 2206 rVB6 10435 11217 1.59% 0.180%
37 15.215 2229 2232 2237 rVB 13111 15209 2.16% 0.244%
38 15.280 2239 2243 2245 rVV2 12263 14420 2.04% 0.232%
39 15.333 2245 2252 2260 rVB 89661 131456 18.63% 2.110%
40 15.709 2312 2316 2321 rVB3 21818 32087 4 _55% 0.515%
41 16.186 2393 2397 2401 rVB7 9088 12503 1.77% 0.201%

Sum of corrected areas: 6228807
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117606.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.92 10.62 ng 100083 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 482 (4.922 min): BF117606.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 460 480 500 5.20
o O | RS | N 8 NS m/z 59.10 68.49%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 4.60 4.80 500 520
m/z 101.00 27 .42%
15 31 101
o 25,70 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
4.60 4.80 500 520
0
5000 101 m/z 58.00 17.78%
28 59
70 84
obrrrrri et el S 78 e ]
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine B
43 59 460 4.80 5.00 5.20
m/z 41.10 10.35%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'i“"l“"l“"l”"l“"l' ISR SR UL AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 2 unknown6.50 Concentration Rank 1

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

6.50 74.85 ng 705706 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 750 (6.498 min): BF117606.D (-748) (-) m/z 132.00 100.00%
5000 68 A;
96 B RAREE LAREE L S
40 5y 7 g7 5 6.20 6.40 6.60 6.80
0 B E e m/z 68.10 47 .60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 29.85%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 6.40 6.60 6.80
5000 m/z 66.00 29.79%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 21.19%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
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\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl3.68 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.39 ng 36403 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Alpha-phenvl-alpha-tropvlacetald... 378 C22H22N202S 022532-16-7 10
2 Benzoic acid. 2-hvdroxv-. phenvl._.. 228 C14H1203 000118-58-1 9
3 (2.3-Diphenvicvclopropvmethyl ... 332 C22H200S 131758-71-9 9
4 Benzene. (4-bromobutvl)- 212 C10H13Br 013633-25-5 9
5 4-[Benzylamino]benzo-1,2,3-triazine 236 C14H12N4 026944-65-0 9
Abundance Scan 1971 (13.680 min): BF117606.D (-1961) (-) m/z 91.00 100.00%
q1
5000
117
a1 6|5 i 165 1?4 , 228 13.40 13.60 13.80 14.00
Ob vt e b b b e e i e e b e e e ey m/z 117.00 27 .57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #201520: Alpha-phenyl-alpha-tropylacetaldehyde tosylhydrazone
91
|
5000 LI UL BN UL B
194 13.40 13.60 13.80 14.00
65 115 139 m/z 194.10 11.09%
ol 18 % | | L 1 165|‘ 220 246 299
m/z--> 20 40 60 80 100 12'0 140 160 180 200 220 240 260 280 300 320
Abundance #84377: Benzoic acid, 2-hydroxy-, phenylmethyl ester
91
' 13.40 13.60 13.80 14.00
5000 m/z 115.00 9.43%
65
0 39 121 165 184 2%8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,... — T
91 129 13.40 13.60 13.80 14.00
m/z 65.10 9.27%
5000
207
o 39 6 | 110 | 1520 178, | 25 316
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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-Tetracosanol-1 Concentration Rank 4

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

13.74 6.18 ng 66405 Chrysene-di12 13.90

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 90
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 90
5 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI1303 1000314-56-2 90
Abundance Scan 1981 (13.739 min): BF117606.D (-1976) (-) m/z 69.05 100.00%

9
43 97
5000
125 AU N U

13.40 13.60 13.80 14.00

Obrrr e m/z 83.05 89.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000

13.40 13.60 13.80 14.00
m/z 43.00 78.76%

167 195 222 250 280 308 336

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 8B
R
13.40 13.60 13.80 14.00
5000 m/z 57.00 71.73%
29
o il 167 196 224 252 280 308
M ARAMARIR LI anL L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #191706: 2- Bromopropionic acid, pentadecyl ester R RS E
57 13.40 13.60 13.80 14.00
m/z 97.10 71.06%
83
5000
29
o Il 135153 182 208
e e EARAREREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.35 ng 15426 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 70
2 Fumaric acid. di(2-ethoxvethvl) ... 260 C12H2006 1000330-57-5 38
3 Tetradecanamide 227 C14H29NO 000638-58-4 35
4 N-lsopropoxv-2-carbomethoxvazeti... 173 C8H15N03 053084-24-5 25
5 Octanamide 143 C8H17NO 000629-01-6 17
Abundance Scan 2131 (14.621 min): BF117606.D (-2128) (-) m/z 59.00 100.00%
50
5000
43 208 281 302
175191 239 258 14.40 14.60 14.80 15.00
Obrrrprrrr el m/z 72.00 92.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128443: 9-Octadecenamide, (2)-
50
5000 R UL S SO
14.40 14.60 14.80 15.00
41 m/z 55.00 50.95%
Jae, |18 e84 g 154160184109 220238 264°11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #110333: Fumaric acid, di(2-ethoxyethyl) ester
72
" 14.40 14.60 14.80 15.00
5000 45 m/z 69.05 32.81%
2? 99 126 172 215
ok L | | 1 20 261
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #83610: Tetradecanamide RS EmmEs o L
50 14.40 14.60 14.80 15.00
m/z 43.00 28.92%
5000
a3 227
obor 2 U8 5 12720 166184 210
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 trans-Geranylgeraniol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.79 ng 18343 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Geranvlaeraniol 290 C20H340 024034-73-9 64
2 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 59
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 59
4 Farnesol isomer a 222 C15H260 1000108-92-4 56
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 50
Abundance Scan 2146 (14.709 min): BF117606.D (-2143) (-) m/z 69.00 100.00%
69
5000
41 93 121137 LI DU R B
| | || 163177 - 281 14.40 14.60 14.80 15.00
0...,....,....',.".“ . ..IIII T s “..'.Il..l..l....l.... NN m/z 81.00 53.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136479: trans-Geranylgeraniol
5000 R DU BUMLR IR SR

14.40 14.60 14,80 15.00
m/z 41.05  23.23%

189204 221 257272 290

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram...
69
e A RERREEEES
14.40 14.60 14.80 15.00
5000 m/z 93.00 20.39%
41
93
121135
R “\ A 181 189204201 257272 290
O RARaaaansy b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69 14.40 14.60 14.80 15.00
m/z 121.10 18.77%
41
5000
o bl b ) 12t ) 161177 205 233248
e e e e e e e e e e UL AL L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Perylene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.22 2.31 ng 15209 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 49
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 49
3 Benzolklfluoranthene 252 C20H12 000207-08-9 49
4 Pervlene 252 C20H12 000198-55-0 49
5 Benzo[e]pyrene 252 C20H12 000192-97-2 47
Abundance Scan 2233 (15.221 min): BF117606.D (-2229) (-) m/z 252.10 100.00%

252
5000
70 % 125 159 208
223 281 15.00 15.20 15.40 15.60
41
| 55 4 75191 m/z 253.10 23.18%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104228: Benz[e]acephenanthrylene
252
5000

15.00 15.20 15.40 15.60
126 m/z 250.10 22.11%

ol 26 5063 84 99 112 150 174 200 224338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104223: Benzo[j]fluoranthene
252
15.00 15.20 15.40 15.60
5000 m/z 95.10 21.12%
126
oL 39 63 8a09M2 | 150 172 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[K]fluoranthene RS EmmEs o L
252 15.00 15.20 15.40 15.60
m/z 124.95 12.13%
5000
112126
0 7 | 20 24 |
P.”,”.w.”.“.”,””,”.q.”..”...”  RRARARRREESEREEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117606.D

Aca On : 29 Oct 2019 23:00

Operator :© JU

Sample : K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.71 4.88 ng 32087 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Heneicosane 296 C21H44 000629-94-7 78
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 78
4 Heptadecane 240 C17H36 000629-78-7 78
5 Docosane 310 C22H46 000629-97-0 78
Abundance Scan 2316 (15.709 min): BF117606.D (-2312) (-) m/z 57.10 100.00%
57
85
5000
4 | | | U am 15.40 15.60 15.80 16.00
Obrerrprere e ,....,-..'.-.'l,....,.”..- Wb b 28 ook e m/z 71.05  81.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57
5000 85 U A BN B DU
mmmmmmmm
4 m/z 85.00 73.35%
m/z--> 25 4b eb éo 160 150 110 1éo 180 200 220 240 260 2§o 300
Abundance #141425: Heneicosane
57
15.40 15.60 15.80 16.00
5000 a 85 m/z 43.00 52.43%
ol 15 ‘ Ul ‘ Iod 13 , 141 169 197 225 253268 296
m/z--> 25 4b eb éo 160 150 110 1é0 180 200 220 240 260 2§o 300
Abundance #129498: Nonadecane, 2-methyl- e A RERREEEES
57 15.40 15.60 15.80 16.00
m/z 69.05 27 .58%
5000 41
85
ST O T N O
m/z--> 25 4b eb éo 160 150 110 1éo 180 200 220 240 260 2§o 300 1540 1560 1580 1600
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102919\
Data File : BF117606.D

Acq On : 29 Oct 2019 23:00

Operator : JU

Sample - K5587-14

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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]
2-Pentanone, 4-hy... 4.92 10.6 ng 100083 1 6.73 188558 20.0
unknown6 .50 6.50 74.8 ng 705706 1 6.73 188558 20.0
unknownl13.68 13.68 3.4 ng 36403 5 13.90 214967 20.0
n-Tetracosanol-1 13.74 6.2 ng 66405 5 13.90 214967 20.0
9-Octadecenamide, ... 14.62 2.4 ng 15426 6 15.33 131456 20.0
trans-Geranylgera... 14.71 2.8 ng 18343 6 15.33 131456 20.0
Perylene 15.22 2.3 ng 15209 6 15.33 131456 20.0
Octadecane 15.71 4.9 ng 32087 6 15.33 131456 20.0
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