LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF070117.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 4.869 468 473 485 rVB 391169 538633 19.14% 1.923%
2 5.298 541 546 549 rBY 2510294 2544143 90.41% 9.084%
3 6.322 715 720 723 rBVY 2574572 2646022 94.03% 9.448%
4 6.451 737 742 745 rBVY 2650928 2591388 92.09% 9.253%
5 6.681 777 781 785 rBV 846392 685584 24.36% 2.448%
6 6.840 803 808 811 rBVY 2202872 2015148 71.61% 7.195%
7 7.240 871 876 880 rBVY 1608732 1727065 61.38% 6.167%
8 7.963 994 999 1002 rBY 1084455 952431 33.85% 3.401%
9 9.039 1177 1182 1185 rBvV 2773050 2813909 100.00% 10.047%
10 9.133 1191 1198 1202 rBV3 43526 46577 1.66% 0.166%
11 9.433 1244 1249 1252 rBV 339334 283241 10.07% 1.011%
12 9.622 1276 1281 1285 rBV6 14455 30001 1.07% 0.107%
13 9.663 1285 1288 1292 rVB 65776 54285 1.93% 0.194%
14 9.710 1292 1296 1300 rBV 970756 1004176 35.69% 3.585%
15 10.163 1369 1373 1375 rVB 86317 78279 2.78% 0.279%
16 10.380 1403 1410 1413 rBvV 43420 56297 2.00% 0.201%

17 10.498 1425 1430 1433 rBV 1611537 1584244 56.30% 5.657%
18 10.633 1450 1453 1460 rVB 112699 149581 5.32% 0.534%

19 11.080 1525 1529 1531 rBV2 77140 74715 2.66% 0.267%
20 11.110 1531 1534 1539 rVB 40350 38715 1.38% 0.138%
21 11.192 1543 1548 1551 rBV 1051105 936230 33.27% 3.343%
22 11.504 1597 1601 1607 rVB 52378 51384 1.83% 0.183%
23 11.733 1635 1640 1643 rBV2 38262 43352 1.54% 0.155%
24 12.298 1732 1736 1739 rVB 66025 59402 2.11% 0.212%
25 12.622 1786 1791 1796 rBV 30294 32893 1.17% 0.117%
26 12.780 1812 1818 1821 rBV 2132216 2341015 83.19% 8.359%
27 12.839 1825 1828 1831 rBV 48351 41433 1.47% 0.148%
28 12.992 1851 1854 1857 rBV3 27585 29214 1.04% 0.104%
29 13.021 1857 1859 1863 rVB 70874 57235 2.03% 0.204%

30 13.474 1931 1936 1943 rBV 249914 217192 7.72% 0.775%

31 13.657 1964 1967 1968 rBV 54227 44889 1.60% 0.160%
32 13.680 1968 1971 1977 rVvV 375030 429132 15.25% 1.532%
33 13.733 1977 1980 1989 rVB 204778 198212 7.04% 0.708%
34 13.816 1990 1994 1998 rBV 836412 762203 27.09% 2.721%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.945 2012 2016 2017 rBV 50387 50574 1.80% 0.181%
36 13.968 2017 2020 2024 rVvVv 77977 110082 3.91% 0.393%
37 14.004 2024 2026 2033 rVB4 28305 47330 1.68% 0.169%
38 14.127 2043 2047 2051 rVB2 71430 71832 2.55% 0.256%
39 14.310 2075 2078 2085 rBV2 276696 484265 17.21% 1.729%
40 14.363 2085 2087 2091 rVB 69603 59532 2.12% 0.213%
41 14.586 2119 2125 2129 rBV6 30412 69635 2.47% 0.249%
42 14.627 2129 2132 2136 rVB4 30583 38876 1.38% 0.139%
43 14.674 2136 2140 2148 rBV2 28126 48196 1.71% 0.172%
44 14.821 2161 2165 2171 rBV5 17306 28334 1.01% 0.101%
45 14.915 2177 2181 2182 rBVY 78959 78956 2.81% 0.282%

46 14.939 2182 2185 2191 rVB2 134808 203458 7.23% 0.726%
47 15.215 2226 2232 2238 rBVY 465903 575934 20.47% 2.056%

48 15.662 2304 2308 2312 rBVY 50286 75164 2.67% 0.268%
49 15.704 2312 2315 2323 rVV2 85082 150467 5.35% 0.537%
50 15.768 2323 2326 2334 rVB6 16069 28910 1.03% 0.103%
51 16.127 2383 2387 2391 rVB4 18566 28579 1.02% 0.102%
52 16.662 2474 2478 2484 rBV6 21519 35490 1.26% 0.127%
53 16.739 2487 2491 2499 rVB9 17337 35748 1.27% 0.128%

54 17.092 2544 2551 2558 rBV10 54062 129572 4._.60% 0.463%
55 17.186 2560 2567 2575 rVB10 35264 103579 3.68% 0.370%

56 17.392 2596 2602 2608 rBV10 29466 72151 2.56% 0.258%
57 17.592 2631 2636 2645 rVB9 29065 71827 2.55% 0.256%
58 18.956 2860 2868 2880 rVB9 79087 250101 8.89% 0.893%

Sum of corrected areas: 28006812
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO071017\

BF096612.D

10 Jul 2017 20:26

SJ/Ju

14101-01

10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-

= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

BFO70117 .M
CALIBRATION

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF096612.D

5.30 6.38

6.84

7.24

6.68

4.87

0
Time-->

5.00

5.50

Abundance

2500000

2000000

1500000

7.96

1000000

500000

9.71

9.43

o2

22 L owP

TIC: BF096612.D

12.78

10.50

11.19

13.
13.47
13

Aio. 63

12.30

l@k 11.5011.73

O
Time-->

9.00 9.50 10.00

11.50

10.50 11.00

A
LA R B B EO B R B BB B

12.00 12.50 13.00 13.50

Abundance

2500000

2000000

1500000

1000000

500000

13.82

15.22

155607

16.13

TIC: BF096612.D

1720091917.3917.59

18.96
166674 189

14.50 15.00 15.50 16.00

18.50 19.00

17.50 18.00

16.50 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.87 15.71 ng 538633 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 32
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 473 (4.869 min): BF096612.D (-468) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 RPN SRR SARRE SO
460 4.80 5.00 5.20
o N A X | N~ - N m/z 59.00 52.87%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I UL IR
59.0 460 480 500 520
m/z 101.10 14 .29%
31.0 830 g30 1010
O'W"'w"“ﬁh"H“"w'"w"'w"'w'”'w'3'wh"w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
" 460 480 500 520
5000 41.0 m/z 58.10 14.02%
31.0
69.0 87.0
15.0 51.0 98.0
e L U S S S UL UL UL SULIL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.94%
5000 57.0
29.0
‘ 101.0
0"I”"I'”'h“'”“l"W"“'P"'I”Z%?'”'I"”It"W
m/z--> 10 20 30 40 50 60 70 80 90 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.45 Concentration Rank 1

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

6.45 75.60 ng 2591390 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 742 (6.451 min): BF096612.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IERSEUAEE RAREE R A
401 540 | 620 6.40 6.60 6.80
0..,....,....,...:,“.'...,!!..,::.-.l,..'..,E.‘?.?,..!.,.-:..,1.1.5_?9,....,-'...,.. m/z 68.10 40.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IRSENAEE RAREE LR A
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.67%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 620 640 6.60 6.80
5000 67.0 m/z 66.00 26.19%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.88%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.63 3.20 ng 149581 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 1452 (10.628 min): BF096612.D (-1450) (-) m/z 57.10 100.00%

57.1
5000

10.40 10.60 10.80 11.00

113.2 169.2

O b m/z 43.00 70.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71394: Pentadecane
57.0
5000 T T TT TTTT TTTT TTTT TTT

10.40 10.60 10.80 11.00
m/z 71.05  45.38%

113.0 212.0

[1]

.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
Al i Al
10.40 10.60 10.80 11.00
5000 m/z 85.05 28.21%
o 113.0 169.0 2250 281. 0 338.0
e L L e = S e———
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane M T
57.0 10.40 10.60 10.80 11.00
m/z 41.00 28.07%
5000
o 1130 169.0 225.0 281.0 337. 03930 4630 5610 6150
B A T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Pentadecanal- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.47 5.70 ng 217192 Chrysene-di12 13.82

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 90
5 Oxirane, tetradecyl- 240 C16H320 007320-37-8 90

Abundance Scan 1935 (13.469 min): BF096612.D (-1931) (-) m/z 43.05 100.00%

5000

13.20 13.40 13.60 13.80
m/z 57.00 92.19%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82955: Pentadecanal-

13.20 13.40 13!60 13.80
m/z 82.10 65.84%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0 82.0
13.20 13.40 13.60 13.80
5000 m/z 55.00 63.28%
29.0 109.0

137.0 166.0 196,02220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117616: Oxirane, hexadecyl- T T T
55.0 |82.0 13.20 13.40 13.60 13.80

m/z 41.00 48.69%

5000

137.0

166.0 194.0 222.0 250.0
R EEE S s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.68 11.26 ng 429132 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1971 (13.680 min): BF096612.D (-1968) (-) m/z 57.10 100.00%
57.1
83.1
5000
139.1 13.40 13.60 13.80 14.00
3 S 16711961 m/z 43.05 93.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 SR NN SUNILR SR B
13.40 13.60 13.80 14.00
29.0 ‘ 125.0 m/z 55.05 92.10%
bbbty 0, 19602260 2690 ax00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55,0
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 73.03%
29.0
125.0
o 153.0181.0 308.0
R R LR LR RS LAY AR LAY LA LR LAY LAY LR LA LA LR AR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate B e e e e e
57.0 13.40 13.60 13.80 14.00
m/z 97.10 70.00%
5000
29.0 125.0
0 || Lo “ ,154.0182.0210.0238.0  283.0 334.0 ’
TTT[TITT[rTT ||||||||||||||||||||||||||||||||||||||||||||||||||||||||| —v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 2-Nonadecanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.20 ng 198212 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 83
2 2-Pentadecanone 226 C15H300 002345-28-0 64
3 2-Hexadecanone 240 C16H320 018787-63-8 59
4 2-Tetradecanone 212 C14H280 002345-27-9 53
5 2-Tridecanone 198 C13H260 000593-08-8 53
Abundance Scan 1979 (13.727 min): BF096612.D (-1977) (-) m/z 58.00 100.00%
54,0
5000
110.11330 165.1 191.0 13.40 13.60 13.80 14.00
0 m/z 59.10 95.23%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129460: 2-Nonadecanone
58.0
5000 A T
13.40 13.60 13.80 14.00
85.0 m/z 43.00 81.80%
o 290 111.0 138.0 180.0 222.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58.0
1340 13.60 13.80 14.00
5000 m/z 71.05 34 .94%

85.0 226.0
20.0 127.0 168.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #94318: 2-Hexadecanone e e R AR
13.40 13.60 13.80 14.00

m/z 57.05 22.21%

5000

29.0 240.0

110.0 138.0 182.0 2110

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

T T T T
13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1-Hentetracontanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.89 ng 110082 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 64
2 n-Tetracosanol-1 354 C24H500 000506-51-4 52
3 l1-Hexacosanol 382 C26H540 000506-52-5 52
4 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 50
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 50
Abundance Scan 2020 (13.968 min): BF096612.D (-2017) (-) m/z 43.00 100.00%
43.
5000
7.1
208.0 13.60 13.80 14.00 14.20
Oty m/z 55.05 94 .19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontanol
57.0
5000 U U BN BN B

110 13.60 13.80 14.00 14.20
m/z 57.10 76.21%
o \“L “ “kom1670 2230 278.0_ 3430 404.0 4600 516.0 5720
e : T T e e T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
R e e
13.60 13.80 14.00 14.20
5000 m/z 41.05 46.50%
97.0
0 154.0 210.0 266.0 336.0
T T T T R T R T T e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203698: 1-Hexacosanol L B e L
43.0 13.60 13.80 14.00 14.20
m/z 83.05 44 _25%
5000
7.0
0 Il | ,154.0 209.0 266.0 364.0
[T T T ] T e T R T T e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Heptacosyl pentafluoropropi... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.31 12.71 ng 484265 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
Abundance Scan 2078 (14.310 min): BF096612.D (-2075) (-) m/z 57.10 100.00%
57.1
UL UL BRI B
39.1 14.00 14.20 14.40 14.60
0 ...,.M..,“.e,.1.8.1'.0,....,.2.8.1'.0,....,....,....,....,.... m/z 43.10 77.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238675: Heptacosy! pentafluoropropionate
57.0
97.0
5000 LR UM B IR SRR
14.00 14.20 14.40 14.60
m/z 55.00 67.54%
ol “‘ H mhm ‘1810222026403060 378.0 423.0 524.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
97.0 14.00 14.20 14.40 14.60
5000 m/z 83.05 50.09%
0 139045 0222 0264.0 336.0381.0 532.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #230207: Heptafluorobutyric acid, n-octadecyl ester R EAEEEEE e m
57.0 14.00 14.20 14.40 14.60
97.0 m/z 97.10 44 .94%
oL l 1690,10.0252.0 297.0 448.0
m/z--> 5'0 100 150 200 250 300 350 400 450 500 14.00 14.20 1440 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl14.59 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.59 2.42 ng 69635 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Acetoxvtridecane

2 3-Tetradecanol acetate
3 Cvclotetradecane

4 E-11-Tetradecenoic acid
5 Undecylenic acid

242 C15H3002
256 C16H3202
196 C14H28

226 C14H2602
184 C11H2002

1000245-61-3 35
051354-23-5 22
000295-17-0 22
1000130-96-2 14
000112-38-9 14

Abundance

5000

0!

Scan 2126 (14.592 min): BF096612.D (-2119) (-)

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #95847: 3-Acetoxytridecane
43.0
5000
69.0 101.0
0 \‘w MH ‘H I I ‘ . 125.0 153.0 182 0 213.0
T e e e e e e T T
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
43.0
5000
101.0
. 69.0 125.0 1670 1960 2570
T T T T e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220

m/z 57.00 100.00%

:

14.20 14.40 14.60 14.80 15.00

m/z 43.10 77 .34%

C

14 20 14. 40 14 60 14. 80 15. 00

m/z 55.00 72 .89%

E

14.20 14.40 14.60 14.80 15.00

m/z 97.10 57 .88%

5

Abundance #58280: Cyclotetradecane e e e e
55.0 83.0 14.20 14.40 14.60 14.80 15.00
: m/z 71.00 50.40%
5000
23.0 111 0

LA \ 9010 1980
0.“..w.... SR M . A Ehs
m/z--> 100 120 140 160 180 200 220 14 20 14. 40 14 60 14. 80 15. 00

8270-BF070117.M Tue Jul 11 16:18:31 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Concentration Rank 15

Peak Number 11 Hentriacontane

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

14 .92 2.74 ng 78956 Perylene-d12 15.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Eicosane 282 C20H42 000112-95-8 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 80
5 Triacontane 422 C30H62 000638-68-6 80

Abundance Scan 2182 (14.921 min): BF096612.D (-2177) (-) m/z 57.05 100.00%
57.0
2000 ‘A/Mkjv\»wj\x
71 R RARRE R R E Ry
] 1 n " 141.1 209.0 252.1 14.60 14.80 15.00 15.20
ol Al e e | M/Z 43.10 65.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LA L L L L L B LB L |
14.60 14.80 15.00 15.20
m/z 71.10 47 . 72%
—— T T
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
R R e RaR ey
14.60 14.80 15.00 15.20
5000 m/z 85.10 37.34%
99.0
025.0 141.0 183.0 225.0 267.0 323.0 380.0
B L B e B e e LA e e e e e N
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane R s B AR
57.0 14.60 14.80 15.00 15.20
m/z 55.00 30.84%
- MWMMfJLNJRJhmJ\\xuhmeJv«wﬂ
99.0
025J0 | ), 141.0 183.0 2250 282.0
B LA e o B e L A B o e R RRRRE R R e E Ry
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownl14.94 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.94 7.07 ng 203458 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S 1000309-22-4 38
2 Cvclohexanecarboxvlic acid. 3-tr... 310 C20H3802 1000280-59-4 38
3 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 35
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 30
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 27
Abundance Scan 2185 (14.939 min): BF096612.D (-2182) (-) m/z 97.10 100.00%
97.1

5000

%

125.1 B e
1531 1g12 2132 14.60 14.80 15.00 15.20

0 m/z 83.05 84_12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecyl ester
97.0
5000 550 LA L L L L L L |
14.60 14.80 15.00 15.20
m/z 55.00 65.24%
o 290” ‘ 7 gﬁ\ | 127.0 155.0 225.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83.0
410 111.0 IIIIIIIIIIIIIIIIIIIIII
' 14.60 14.80 15.00 15.20
5000 m/z 69.10 60.08%
182.0
0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane R R E s
55.0 97.0 14.60 14.80 15.00 15.20
’ m/z 111.10 44 _41%
5000
29.0
125.0 167.0
o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20

8270-BF070117.M Tue Jul 11 16:18:33 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.66 2.61 ng 75164 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2308 (15.662 min): BF096612.D (-2304) (-) m/z 57.05 100.00%

57.0
5000

15.40 15.60 15.80 16.00

127.1 1552  191.9
Ot eyt m/z 71.10 53.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57.0
5000 TT T[T T T T[T T rrrrrrr1
85.0 15.40 15.60 15.80 16.00
29.0 m/z 43.05 50.95%
o ‘ ||| 1130 1410 1600 107.0 225.0 2530 282.0
.”,””P.”P”.P”q.”wnnlunp.upu..”..”.“..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R N REE
85.0 15.40 15.60 15.80 16.00
5000 ' m/z 85.05 38.45%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #117638: Nonadecane B AR mam s e

57.0 15.40 15.60 15.80 16.00
m/z 55.00 18.20%

5000 85.0
29.0
o ‘ Ly 1130 1410 1600 197.0 2050  268.0

"w““|““|““|““v'“v'“v'“v'“v“"“"“"“"”w'“" B

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Octacosanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.70 5.23 ng 150467 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosanol 410 C28H580 000557-61-9 93
2 Triacontvl acetate 480 C32H6402 041755-58-2 93
3 Octacosvl acetate 452 C30H6002 018206-97-8 81
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 64
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 64

Abundance Scan 2314 (15.698 min): BF096612.D (-2312) (-) m/z 57.10 100.00%
51.
97.1
5000
391 1031 15.40 15.60 15.80 16.00
o} m/z 43.10 83.51%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #215904: Octacosanol
57.0
97.0
5000 LA L L L L L L L L LB
15.40 15.60 15.80 16.00
m/z 97.10 77 .20%
39.0
ol \H \\‘ | 118102220 sp03340 3020
T T e e e T e e T e T T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
97.0 R A
15.40 15.60 15.80 16.00
5000 m/z 55.00 74.22%
139.0
o 181.0 222.0 264.0 306.0 348.0 420.0 462.0
L o e T o o o i B et e e

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #227661: Octacosyl acetate R R R
43.0 97.0 15.40 15.60 15.80 16.00
m/z 83.05 73.98%
5000
39.0
ol S WAk gi), 1810 2500 292.0334.0 3920 437.0
R B e e e B REE

m/z--> 0 50 100 150 200 250 300 350 400 450

T T T T
15.40 15.60 15.80 16.00

8270-BF070117.M Tue Jul 11 16:18:34 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl7.09 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.09 4_.50 ng 129572 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5-di-epi-aristolochene 204 C15H24 1000374-17-1 12
2 Formic acid. 3.7.11-trimethvl-1.... 250 C16H2602 1000132-11-0 12
3 Benzvl alcohol. .alpha...alpha.-... 178 C12H180 003445-42-9 12
4 4-Hvdroxv-3-phenvl-4H-1.2.4-tria... 161 C8H7N30 031409-47-9 12
5 Benzeneethanol, .alpha.-methyl-3... 178 C12H180 054518-11-5 12
Abundance Scan 2551 (17.092 min): BF096612.D (-2544) (-) m/z 43.05 100.00%
43.0
1050 1451
5000
213.1 .
255.1 LR S UL SULRLE UL
178'|1| Ili T | | 381.4 414|1.5 16.80 17.00 17.20 17.40
0 SH/EY S N S A m/z 145.10 69.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64370: 4,5-di-epi-aristolochene
105.0
2000 410 16.80 17.00 17.20 17.40
161.0 m/z 105.00 61.30%
b Ll |
0 : ‘:“ I\“wlﬂﬂ"lw |“|‘“:“‘l”“:“mu‘hi Ihl : ‘; |L' —— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
93.0 16.80 17.00 17.20 17.40
5000 m/z 55.00 54_.02%
125.0
. 161.0 204.0033.0
mz-> 50 100 150 200 250 300 350 400
Abundance #44075: Benzyl alcohol, .alpha.,.alpha.-dimethyl-p-isopropyl- L
145.0 16.80 17.00 17.20 17.40
m/z 57.00 47 .56%
5000 105.0
51.0
w 78.0
0 “ﬁ'tm'“' N"I"" LRI UL UL S AR SR SO B
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF070117.M Tue Jul 11 16:18:34 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl17.19 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.19 3.60 ng 103579 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(3-hvdroxv-6.6-... 208 C13H2002 1000142-31-3 18
2 Glutaric acid. di(2-propviphenvl... 368 C23H2804 1000359-10-1 14
3 Benzene. l-ethoxvy-2-methvl- 136 C9H120 000614-71-1 11
4 Benzene. l-ethoxv-3-methvyl- 136 C9H120 000621-32-9 11
5 5H-Inden-5-one, 1,2,3,3a,4,7a-he... 150 C10H140 017429-25-3 10
Abundance Scan 2568 (17.192 min): BF096612.D (-2560) (-) m/z 215.20 100.00%
21b.2
%80 g1 1651
5000
416.4
281.0 16.80 17.00 17.20 17.40 17.60
0 m/z 55.00 68.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67772: 3-Buten-2-one, 4-(3-hydroxy-6,6-dimethyl-2-methyle...
43.0
5000 LRSI FURNUI SASURS R B
16.80 17.00 17.20 17.40 17.60
‘ 95.0 165.0 m/z 233.20 68.32%
1.0 208.0
oLb— |‘i“|‘“”‘|““l‘ M‘IH\‘;\]\]EI\NMI ‘Jiw Iw‘wl — | ———t T
m/z--> 50 100 150 200 250 300 350 400
Abundance
233.0
16,80 17.00 17.20 17.40 17.60
5000 m/z 165.10 62.03%
550 107.0
0 149.0 191.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance #16469: Benzene, 1-ethoxy-2-methyl-
108.0 16.80 17.00 17.20 17.40 17.60
m/z 108.10 57.78%
5000
27.0
65.
0"h""!'ﬂul""l""l"' LR UL SURLELL WU
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 1H-3a,7-Methanoazulene, oct... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.39 2.51 ng 72151 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 89
2 Naphthalene. 1.2.3.5.6.7.8.8a-0oc... 204 C15H24 004630-07-3 42
3 Naphthalene. 1.2.3.5.6.7.8.8a-0oc... 204 C15H24 010219-75-7 42
4 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 38
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 38
Abundance Scan 2602 (17.392 min): BF096612.D (-2596) (-) m/z 69.00 100.00%
410 690
5000 2872
17.00 17.20 17.40 17.60 17.80
o} m/z 41.05 83.93%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64519: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...
204.0
91.0 121.0 161.0
41.0 @7.0
5000 LRSI SO BSURR A I
17.00 17.20 17.40 17.60 17.80
m/z 135.10 76.18%
0<
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
161.0
41.0
93.0 0.0 17.00 17.20 17.40 17.60 17.80
5000 119.0 : m/z 204.20 75.53%
67.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64550: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... R EEmE T L
161.0 17.00 17.20 17.40 17.60 17.80
41.0 93.0 m/z 121.00 75 .45%
5000 119.0 2010
67.0
0<
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 18

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

17.59 2.49 ng 71827 Perylene-di12 15.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 52
2 1.5-Cvclodecadiene. 1.5-dimethvl... 204 C15H24 075023-40-4 38
3 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 38
4 (-)-Isolonaifolol. acetate 264 C17H2802 1000352-28-0 25
5 _alpha.-Bulnesene 204 C15H24 1000374-19-9 22
Abundance Scan 2636 (17.592 min): BF096612.D (-2631) (-) m/z 205.10 100.00%

93.0 20b.1
43.0 68.0 121.0
147.11631 4599
5000

17.20 17.40 17.60 17.80 18.00

0 m/z 93.00 88.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64532: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...
108.0
5000 79.0 189.0
410 135.0 17.20 17.40 17.60 17.80 18.00
F ‘ ‘ ‘ 161.0 F m/z 43.00 79.18%
N L7/ S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
68.0 93.0
s e A B S
147.0 17.20 17.40 17.60 17.80 18.00
5000 121.0 m/z 95.00 78.09%
41.0 189.0
205.0
oLt A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa... A B R e
189.0 17.20 17.40 17.60 17.80 18.00
0
107.0 m/z 55.00 74.70%
5000 41.0 81.0 1330 1610
oso | 2o
I N 0L e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.20 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096612.D

Aca On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF070117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Caparratriene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.96 8.69 ng 250101 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 70
2 Methvl Camphorsulfonates 246 C11H1804S 046471-67-4 56
3 (2Z.4BEY-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 49
4 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 46
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 45
Abundance Scan 2869 (18.962 min): BF096612.D (-2860) (-) m/z 55.00 100.00%

54.0 95.1 1
5000
231.1 BB e e e
213.2 302.2 18.60 18.80 19.00 19.20
Ot m/z 95.10 98.05%
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66196: Caparratriene
41.0 69.0 95.0
121.0
5000 LA L L L L L L
163.0 18.60 18.80 19.00 19.20
191.0 m/z 69.05 97.23%
04
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
gLo 1090 .,
SN
o 18.60 18.80 19.00 19.20
soool m/z 109.10 94.45%

) 180.0 o150 2460

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene e AR BAERE G
18.60 18.80 19.00 19.20

m/z 123.10 94 .29%

5000

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071017\
Data File : BF096612.D

Acq On 10 Jul 2017 20:26

Operator : SJ/JU

Sample : 14101-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.87 15.7 ng 538633 1 6.68 685584 20.0
unknown6 .45 6.45 75.6 ng 2591390 1 6.68 685584 20.0
Pentadecane 10.63 3.2 ng 149581 4 11.19 936230 20.0
Pentadecanal - 13.47 5.7 ng 217192 5 13.82 762203 20.0
Trifluoroacetoxy ... 13.68 11.3 ng 429132 5 13.82 762203 20.0
2-Nonadecanone 13.73 5.2 ng 198212 5 13.82 762203 20.0
1-Hentetracontanol 13.97 2.9 ng 110082 5 13.82 762203 20.0
Heptacosyl pentaf... 14.31 12.7 ng 484265 5 13.82 762203 20.0
unknown14 .59 14.59 2.4 ng 69635 6 15.22 575934 20.0
Hentriacontane 14_.92 2.7 ng 78956 6 15.22 575934 20.0
unknownl14 .94 14 .94 7.1 ng 203458 6 15.22 575934 20.0
Eicosane 15.66 2.6 ng 75164 6 15.22 575934 20.0
Octacosanol 15.70 5.2 ng 150467 6 15.22 575934 20.0
unknownl17.09 17.09 4.5 ng 129572 6 15.22 575934 20.0
unknownl17.19 17.19 3.6 ng 103579 6 15.22 575934 20.0
1H-3a,7-Methanoaz... 17.39 2.5 ng 72151 6 15.22 575934 20.0
Azulene, 1,2,3,5,... 17.59 2.5 ng 71827 6 15.22 575934 20.0
Caparratriene 18.96 8.7 ng 250101 6 15.22 575934 20.0
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