LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 _.957 484 488 497 rVB 426320 593627 14.74% 1.420%
2 5.369 552 558 561 rBY 3202155 3331031 82.69% 7.968%
3 6.398 727 733 736 rVB 3245473 3736275 92.75% 8.937%
4 6.534 750 756 759 rBVY 3106456 3533687 87.72% 8.453%
5 6.757 790 794 798 rBVY 1147944 1076080 26.71% 2.574%
6 6.916 816 821 825 rBVY 2665413 2561116 63.58% 6.126%
7 7.328 885 891 894 rBVY 2213644 2413003 59.90% 5.772%
8 7.410 900 905 908 rBV 45488 49256 1.22% 0.118%
9 8.045 1007 1013 1015 rBV 1562029 1510964 37.51% 3.614%
10 9.122 1190 1196 1199 rBV 4089553 4028309 100.00% 9.636%

11 9.510 1258 1262 1266 rVB 818028 734889 18.24% 1.758%
12 9.792 1304 1310 1314 rBV 1653383 1662153 41.26% 3.976%

13 9.828 1314 1316 1319 rVB 102999 83541 2.07% 0.200%
14 9.998 1341 1345 1349 rBV2 143249 136453 3.39% 0.326%
15 10.233 1382 1385 1388 rVB 59836 52834 1.31% 0.126%
16 10.339 1400 1403 1406 rBV 111100 97672 2.42% 0.234%

17 10.581 1439 1444 1447 rBV 2310953 2392110 59.38% 5.722%
18 10.704 1462 1465 1473 rVB 103527 112217 2.79% 0.268%

19 10.886 1490 1496 1499 rBv4 29742 50225 1.25% 0.120%
20 11.151 1539 1541 1543 rBV 60346 49171 1.22% 0.118%
21 11.169 1543 1544 1549 rVB2 61450 55153 1.37% 0.132%

22 11.275 1558 1562 1564 rBV 1745079 1557702 38.67% 3.726%
23 11.298 1564 1566 1569 rVvVv 855405 628591 15.60% 1.504%
24 11.345 1572 1574 1578 rVB 235039 192742 4.78% 0.461%

25 11.504 1595 1601 1603 rBV 63936 68932 1.71% 0.165%
26 11.575 1610 1613 1616 rBV2 46034 40324 1.00% 0.096%
27 11.775 1643 1647 1649 rBvV 91912 77732 1.93% 0.186%
28 11.804 1649 1652 1656 rVvVv 117201 110490 2.74% 0.264%
29 11.845 1656 1659 1662 rVVv2 56107 53552 1.33% 0.128%
30 11.886 1662 1666 1668 rVV 158134 161884 4.02% 0.387%
31 11.910 1668 1670 1674 rVB 54870 46088 1.14% 0.110%
32 12.069 1694 1697 1699 rBV 71667 63460 1.58% 0.152%
33 12.322 1737 1740 1743 rBV 61343 57167 1.42% 0.137%
34 12.404 1751 1754 1759 rVB3 43405 49914 1.24% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.480 1763 1767 1771 rVvV 904470 773443 19.20% 1.850%

36 12.527 1772 1775 1781 rVB4 47810 57146 1.42% 0.137%
37 12.633 1786 1793 1797 rBV2 41145 63036 1.56% 0.151%
38 12.710 1800 1806 1809 rBV 759785 778468 19.32% 1.862%
39 12.763 1812 1815 1819 rVB2 42825 52605 1.31% 0.126%
40 12.827 1823 1826 1828 rBVY 48645 53565 1.33% 0.128%

41 12.863 1828 1832 1835 rVV 3126006 2996868 74.40% 7.169%
42 12.933 1838 1844 1847 rBV2 52740 83557 2.07% 0.200%
43 13.039 1859 1862 1865 rVB 137684 123594 3.07% 0.296%
44 13.104 1870 1873 1875 rBVY 127003 102106 2.53% 0.244%
45 13.139 1875 1879 1882 rBV2 84852 90912 2.26% 0.217%

46 13.651 1962 1966 1969 rBV2 60570 80067 1.99% 0.192%
47 13.757 1981 1984 1990 rVB3 177204 205202 5.09% 0.491%
48 13.904 2004 2009 2012 rBV2 1149953 1346637 33.43% 3.221%
49 13.927 2012 2013 2019 rVB 295437 241185 5.99% 0.577%

50 14.010 2024 2027 2029 rVB 52918 41375 1.03% 0.099%
51 14.286 2072 2074 2078 rVB 50393 48249 1.20% 0.115%
52 14.686 2140 2142 2148 rBV4 31646 46057 1.14% 0.110%

53 14.757 2150 2154 2158 rVB 814027 826609 20.52% 1.977%
54 14.916 2177 2181 2184 rBV 243104 342239 8.50% 0.819%
55 15.016 2195 2198 2205 rVB2 83179 118544 2.94% 0.284%

56 15.204 2227 2230 2236 rVB 165032 206545 5.13% 0.494%
57 15.263 2236 2240 2245 rBV 209290 248840 6.18% 0.595%
58 15.327 2247 2251 2255 rBV 672296 851980 21.15% 2.038%
59 15.792 2326 2330 2334 rBV2 62883 89507 2.22% 0.214%
60 15.833 2334 2337 2348 rVB10 38680 99571 2.47% 0.238%

61 16.010 2364 2367 2377 rVB10 76535 145895 3.62% 0.349%
62 16.704 2480 2485 2492 rVB2 92191 174790 4._.34% 0.418%
63 17.115 2551 2555 2565 rBV 69033 147703 3.67% 0.353%

Sum of corrected areas: 41804639
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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4000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4

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

4.96 11.03 ng 593627 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 488 (4.957 min): BF097876.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
o0 b0 450 500 820 |
83.0 : : : :
o...,....,....,....','::..,..~.'I,...6?-,9....,.~...,...:,|....,. m/z 59.00 54.87%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R A AR RN B
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 19.79%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.00 16.93%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #217: Acetone R e  a paa
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.82%
5000
58.0
150 27.0 ‘
e S S UL SULIURS SUSIIL IS IULIULS SULILS LI I T T T T T T
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:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 2 unknown6.53 Concentration Rank 1

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

6.53 65.68 ng 3533690 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.528 min): BF097876.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 %60 620 6.40 6.60 6.80
.0 540 . . . .
0 gL.0 N — m/z 68.10 48.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 DS SSERLUSERE SRE RR
620 6.40 6.60 6.80
310 5L0 m/z 134.00 32.39%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 om0 oho ok
5000 ggo 1160 m/z 66.00 30.75%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e A
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.34%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“luuH. N — R RARRARma e S
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 A4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.89 2.08 ng 161884 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 Methvl diselenide 190 C2H6Se?2 007101-31-7 55
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 52
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
Abundance Scan 1667 (11.892 min): BF097876.D (-1662) (-) m/z 190.10 100.00%

5000
163.0 11.60 11.80 12.00 12.20
420 630 123.0138.9
0 m/z 189.10 91.89%
m/z--> 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 192.10 53.60%
0 390 630780 || 1100 1370 1630 ||
L e e A B e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93.0 190.0
T R
175.0 11.60 11.80 12.00 12.20
5000 m/z 191.10 41.41%
109.0
7810 160.0
o) NEEEE.————T VAU ERESRE—————1 1 T 1 11—

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

450 190.0 11.60 11.80 12.00 12.20
' 146.0 m/z 94.80 22 .51%
5000 82.0
117.0
62.0
ool o L
ol ...,....,.?.w...%?%q..,....,”..,....,....,... e
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:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Cyclotridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.76 3.05 ng 205202 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotridecane 182 C13H26 000295-02-3 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1985 (13.763 min): BF097876.D (-1981) (-) m/z 57.00 100.00%
57. .0
5000 \~¢JJ\ﬂNAMMWQJkkJA~uww/\_ﬂ”“
13.40 13.60 13.80 14.00
O A RARAR AR m/z 83.05 94 .02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #47268: Cyclotridecane
41.0
69.0
5000 R DU L IR B
13,40 13.60 13.80 14.00
m/z 69.00 88.70%
Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 43.05 86.74%

29.0
139.0 1680  210.0 238.0 266.0 295.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol R EE R E s
55,0 13.40 13.60 13.80 14.00
m/z 97.10 85.63%
5000
29.0
0 5l 167.0 196.0 224.0 252.0 280.0 308.0
 RARARRaEARESY T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 6 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.76 19.40 ng 826609  Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene 410 C30H50 007683-64-9 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 1.5-Heptadiene. 2.6-dimethvl- 124 C9H16 006709-39-3 53
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 53
Abundance Scan 2155 (14.763 min): BF097876.D (-2150) (-) m/z 69.10 100.00%
69.1
5000 J\
T T
121.1 14.40 14.60 14.80 15.00
0 .?g.lo latya, 1751 21702531 2093 3413 | n/7 81.10  50.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 AR AR A AR B
14.40 14.60 14.80 15.00
m/z 41.10 19.08%
o390 | ﬂou ! ‘“ | 1750 231.0 2730 3410
m/z--> 50 150 200 250 300 350 400
Abundance
69.0
14.40 14.60 14.80 15.00
5000 m/z 95.05 13.16%
137.0
0[29:0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal S BamaE RS
69.0 14.40 14.60 14.80 15.00
m/z 68.00 10.93%
5000
137.0
29.0 bmyo ] 192.0 247.0 316 0
0.”.‘.1|J.JHi.‘l‘“.‘.u‘..‘l....‘,‘.... ——— - T EREEEE BT s e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.20 4.85 ng 206545 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 99
2 Benzolelpvrene 252 C20H12 000192-97-2 98
3 Benzolilfluoranthene 252 C20H12 000205-82-3 97
4 Benzolklfluoranthene 252 C20H12 000207-08-9 97
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
Abundance Scan 2229 (15.198 min): BF097876.D (-2227) (-) m/z 252.05 100.00%
1
5000
14.80 15.00 15.20 15.40 15.60
o 21 3520 sz 250.10 31.23%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0
5000
14.80 15.00 15.20 15.40 15.60
125.0 m/z 253.10 21.33%
o170 500 830 | 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.00 19.91%
125.0
0 50.0 83.0 1740  224.0
NI L UL UL UL (UL B S
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzolj]fluoranthene L B
25p.0 14.80 15.00 15.20 15.40 15.60
m/z 125.95 18.92%
5000
126.0
ol 290 630 99.0) 1740 2240
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.79 2.10 ng 89507 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90

2 Heptadecane 240 C17H36 000629-78-7 89

3 Pentadecane 212 C15H32 000629-62-9 68

4 Octacosane 394 C28H58 000630-02-4 64

5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 64

Abundance Scan 2330 (15.792 min): BF097876.D (-2326) (-) m/z 57.05 100.00%

57.0

5000
1301360 1600 2070 243221 961 15.40 15.60 15.80 16.00 16.20
01 m/z 71.00 86.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141424: Heneicosane
57.0
5000 850 TTTT llllllll llllll
15. 40 15. 60 15. 80 16 00 16. 20
0.0 1130 m/z 85.00 62.77%
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e  RE R R
85.0 15.40 15.60 15.80 16.00 16.20
5000 m/z 43.10 62.68%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane B B E e
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.05 23.24%

5000 85.0
29.0
0 | “ | 411801410 1690 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 40 15. 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.83 2.34 ng 99571 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 64
2 9-Eicosene. (B)- 280 C20H40 074685-29-3 58
3 Dodecane. l1l-cvclopentvl-4-(3-cvc... 348 C25H48 007225-68-5 52
4 Methvl 2-hvdroxv-pentadecanoate 272 C16H3203 1000336-35-7 52
5 Cyclopentanecarboxylic acid, 3-p... 230 C15H1802 1000282-59-3 27
Abundance Scan 2336 (15.827 min): BF097876.D (-2334) (-) m/z 83.00 100.00%
83.0
55.0 231.1
138.0
5000 205.1 278.1
175.0 e
15.60 15.80 16.00 16.20
Ot m/z 231.10 80.01%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57.0
83.0
5000 U AL SO SN IR
2.0 111.0 15.60 15.80 16.00 16.20
: m/z 55.05 75.47%
oL L1 LH%%MM%MMM&MWO
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 83.0
" 15.60 15.80 16.00 16,20
5000 m/z 138.00 64 .08%
29.0 111.0
o 139.0 168.0196.0 223.0 252.0 280.0
m/z--> 50 100 150 200 250 300 350
Abundance #183013: Dodecane, 1-cyclopentyl-4-(3-cyclopentylpropyl)-
410, 83.0 15.60 15.80 16.00 16.20
m/z 97.10 62.89%
5000
111.0
| ! JJ | 167.0  208.0 "} 263.0289.0 347.0
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097876.D

Aca On 19 Aug 2017 14:03

Operator : SJ/JU

Sample : 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl16.01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.01 3.42 ng 145895 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 43
2 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 43
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 38
4 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 30
5 5-Hexen-1-one, 1-(1H-imidazol-4-_._. 192 C11H16N20 069393-41-5 15

Abundance Scan 2367 (16.010 min): BF097876.D (-2364) (-) m/z 57.05 100.00%

57.0 95.0 191.2

5000
237.1 2761 R B A Raa
15.60 15.80 16.00 16.20 16.40
0 m/z 191.15 92.23%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-

95.0 191.0

15.60 15.80 16.00 16,20 16.40
m/z 95.05  91.84%

5000

236.0 264.0  303.0

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95.0 191.0
410 [Trrr[rrrr[rrrrrrrorrr
67.0 15.60 15.80 16.00 16.20 16.40
5000 ' m/z 69.05 76.17%
248.0
135.0
o 166.0 219.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #122980: Anthracene, 9-cyclohexyltetradecahydro- A EEE TS
95.0 191.0 15.60 15.80 16.00 16.20 16.40
41.0 m/z 309.15 67.63%
5000
274.0
0 217.0 243.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 60 15.80 16.00 16.20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081917\
Data File : BF097876.D

Acq On 19 Aug 2017 14:03

Operator : SJ/JU

Sample - 14852-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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_.96 11.0 ng 593627 1 6.76 1076080 20.0
unknown6 .53 6.53 65.7 ng 3533690 1 6.76 1076080 20.0
4H-Cyclopenta[def... 11.89 2.1 ng 161884 4 11.27 1557700 20.0
Cyclotridecane 13.76 3.0 ng 205202 5 13.90 1346640 20.0
Squalene 14.76 19.4 ng 826609 6 15.33 851980 20.0
Perylene 15.20 4.8 ng 206545 6 15.33 851980 20.0
Heneicosane 15.79 2.1 ng 89507 6 15.33 851980 20.0
3-Eicosene, (E)- 15.83 2.3 ng 99571 6 15.33 851980 20.0
unknown16.01 16.01 3.4 ng 145895 6 15.33 851980 20.0

8270-BF081517.M Mon Aug 21 16:58:11 2017 Page: 13



