LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample = 15952-01

Misc :

ALS Vial : 3 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-BF092317.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 5.040 499 502 514 rBV 232341 345249 14.28% 1.475%
2 5.440 567 570 587 rBVY 1848320 2036061 84.21% 8.697%
3 6.457 738 743 758 rBVY 1925023 2155855 89.16% 9.209%
4 6.587 761 765 768 rBVY 2312148 2126816 87 .96% 9.085%
5 6.810 800 803 812 rVB 553880 511808 21.17% 2.186%
6 6.969 826 830 841 rBVY 1902771 1688765 69.84% 7.213%
7 7.381 895 900 903 rBVY 1371771 1323741 54.75% 5.654%
8 8.092 1017 1021 1033 rVB 838201 717489 29.67% 3.065%
9 9.169 1199 1204 1207 rBvV 2610517 2417915 100.00% 10.328%
10 9.563 1268 1271 1279 rVB 63083 49673 2.05% 0.212%
11 9.845 1315 1319 1323 rBV2 889354 791317 32.73% 3.380%
12 10.051 1350 1354 1358 rvB2 29492 34524 1.43% 0.147%
13 10.639 1450 1454 1463 rBV 1404788 1313457 54.32% 5.610%
14 10.992 1509 1514 1523 rBV5 25442 39200 1.62% 0.167%

15 11.333 1569 1572 1576 rBV 867297 776962 32.13% 3.319%

16 11.857 1655 1661 1675 rBV 382775 469681 19.43% 2.006%
17 12.551 1775 1779 1783 rBV 87141 110935 4_.59% 0.474%
18 12.639 1787 1794 1802 rBV 372618 413886 17.12% 1.768%

19 12.780 1816 1818 1820 rBV 52211 44315 1.83% 0.189%
20 12.804 1820 1822 1825 rVB2 45137 36638 1.52% 0.156%
21 12.916 1837 1841 1845 rVB 1863515 1817025 75.15% 7.761%
22 13.374 1916 1919 1924 rVB3 39296 49730 2.06% 0.212%
23 13.463 1930 1934 1938 rBV2 40035 44646 1.85% 0.191%
24 13.798 1987 1991 1995 rBV 138240 149300 6.17% 0.638%
25 13.833 1995 1997 2002 rVB2 21860 25877 1.07% 0.111%
26 13.939 2010 2015 2017 rBV 52266 55673 2.30% 0.238%
27 13.980 2017 2022 2025 rBV 506510 498822 20.63% 2.131%
28 14.239 2064 2066 2069 rBV2 51902 49555 2.05% 0.212%
29 14.421 2093 2097 2108 rBV3 67105 133111 5.51% 0.569%
30 14.721 2143 2148 2150 rBV2 25915 32079 1.33% 0.137%
31 14.792 2157 2160 2165 rVB 36452 38868 1.61% 0.166%
32 14.862 2168 2172 2176 rVB 71318 76163 3.15% 0.325%
33 15.051 2200 2204 2207 rBV 147082 158126 6.54% 0.675%
34 15.080 2207 2209 2214 rVB2 38073 45088 1.86% 0.193%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample = 15952-01

Misc :

ALS Vial : 3 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-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.321 2246 2250 2257 rVB3 26085 47202 1.95% 0.202%

36 15.439 2263 2270 2281 rVB 378463 477556 19.75% 2.040%
37 15.615 2296 2300 2307 rBV 94326 136021 5.63% 0.581%
38 15.839 2333 2338 2343 rBV 82748 118325 4._.89% 0.505%
39 15.898 2343 2348 2356 rBV2 52967 102690 4._.25% 0.439%

40 16.015 2364 2368 2373 rVB5 29060 44012 1.82% 0.188%
41 16.080 2375 2379 2383 rBV5 18948 36136 1.49% 0.154%
42 16.327 2417 2421 2428 rBV3 31604 49078 2.03% 0.210%
43 16.621 2464 2471 2479 rBVY 153059 278342 11.51% 1.189%
44 16.862 2504 2512 2514 rBV6 16804 36968 1.53% 0.158%
45 16.904 2515 2519 2526 rVB5 31811 68824 2.85% 0.294%
46 16.992 2527 2534 2545 rBV6 115576 340028 14.06% 1.452%
47 17.351 2589 2595 2598 rBV5 25761 59223 2.45% 0.253%
48 17.409 2598 2605 2616 rvVB4 153928 408778 16.91% 1.746%
49 17.798 2667 2671 2676 rVB8 16805 34062 1.41% 0.145%
50 17.874 2678 2684 2686 rBV6 13488 29062 1.20% 0.124%
51 17.992 2698 2704 2712 rVB8 29857 83317 3.45% 0.356%
52 18.145 2721 2730 2737 rVB8 25439 64659 2.67% 0.276%
53 18.421 2767 2777 2788 rVB5 78447 240279 9.94% 1.026%
54 18.809 2833 2843 2852 rVBS8 25988 82769 3.42% 0.354%
55 19.092 2885 2891 2896 rBvVS8 13417 32847 1.36% 0.140%
56 19.280 2916 2923 2929 rBvVS8 8518 27315 1.13% 0.117%
57 19.450 2945 2952 2955 rBV6 15565 35528 1.47% 0.152%
Sum of corrected areas: 23411371
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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\BF102017\

BF099694 .D

20 Oct 2017 12:11

SJ/Ju

15952-01

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF099694.D

5.44

5.04

6.59

6.46 6.97

7.38

6.81

0
Time-->

T
5.00

I
5.50

6.

T
00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF099694.D

10.64

9.85

9.56 10.05 L 10.99

12.92

1313746

0
Time-->

10.00 10.50 11.00 11.50

9.50

T
9.00

12.00 12.50 13.00 13.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF099694.D

13.98

5.05

17.41
394 14.244.42 14@ 15.08 15,33

1755

1
15521589620 16,9

1718®7.98.14 1842 1881 19.099.289.c

Time-->

14.00

16.50

15.50

14.50

15.00 16.00 17.00 17.5

0 18.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 5

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

5.04 13.49 ng 345249 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 45
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 502 (5.040 min): BF099694.D (-499) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.0 I B
480 500 5.20 5.40
83.0
..“...“...“..um..?ﬁq:I“...“...“n..“..=“...“ m/z 59.10 61.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI L I
59.0 480 500 520 5.40
m/z 101.00 23.77%
e 830 30700
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 5.40
5000 m/z 58.00 17.13%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanol, 2,4—dimethy|— LI L L L N N
59.0 4.80 500 5.20 5.40
m/z 41.00 8.59%
5000
43.0 101.0
15.0 \3\]‘-0 | ‘ ‘ | 51'0\\‘\ | 71.0 83.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.59 Concentration Rank 1

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

6.59 83.11 ng 2126820 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (6.592 min): BF099694.D (-761) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 e ek A Ra 700
401 540 6.20 6.40 6.60 6.80 7.00
..,....,....,....,....,....,.:I-.'...'..,f.‘?.?,..!.,.’r.p.‘??....,....,-'...,.. m/z 134.00 34.16%
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
5000 LS L R R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 68.10 30.51%
| P H | \‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 18.85%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R e R
132.0 6.20 6.40 6.60 6.80 7.00

m/z 96.00 12.67%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 12.09 ng 469681 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1662 (11.863 min): BF099694.D (-1655) (-) m/z 72.95 100.00%
43.0 30
5000 129.1
213.2
: 157.1 185.1

256.2 11.60 11.80 12.00 12.20
m/z 60.00 84.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 e ARAARSeRS
11.60 11.80 12.00 12.20

‘ 83.0 256.0 m/z 43.05 79.72%
il

157.0 1850 213.0

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

l%

Abundance
73.0
430 11.60 11.80 12.00 12.20
5000 1290 m/z 57.10 66.46%
171.0
97.0 214.0
152.0
L L L L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R B B e B
73.0 11.60 11.80 12.00 12.20
430 m/z 41.05 58.12%
5000 129.0
185.0 228.0
97.0
i 1660 |
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.64 10.65 ng 413886 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1794 (12.639 min): BF099694.D (-1787) (-) m/z 73.00 100.00%

43.0 73.0
5000 -

12.40 12.60 12.80 13.00
m/z 43.05 89.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

43.0
129.0

%

5000 2840 LIRS
12.40 12.60 12. 80 13 00
m/z 57.05 81.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 , 73.0
PR T T T T
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 80.78%
97.0 199.0
157.0 242.0
15.0
wﬁmmﬁmﬁwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid R R B e AR
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.05 65.10%
5000 129.0

%

15.0
R R EE R s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octacosyl trifluoroacetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.80 5.99 ng 149300 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
Abundance Scan 1991 (13.798 min): BF099694.D (-1987) (-) m/z 57.05 100.00%
57.0
5000
l 1530 2200 13.40 13.60 13.80 14.00 14.20
il T I e e B e e S m/z 43.10 77 .43%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosy! trifluoroacetate
57.0
97.0

5000 R EAREEREm e
13. 40 13 60 13. 80 14. 00 14 20

m/z 83.10 70.03%

.0
| L “‘ \u h]t » 18102220264030603480 3920 437.0 488.0

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

57.0

] I e e e e
91.0 13.40 13.60 13.80 14.00 14.20

5000 m/z 55.05 68.22%

139.0 1950 238.0 283.0 334.0

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

Abundance #109268: Ethanol, 2-(tetradecyloxy)- N e o
57.0 13.40 13.60 13.80 14.00 14.20
m/z 97.05 64.16%
5000 7.0
196.0
il ’ 1901960 e
m/z--> 0 50 100 150 200 250 300 350 400 450 13. 40 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.05 6.62 ng 158126 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 91
Abundance Scan 2204 (15.051 min): BF099694.D (-2200) (-) m/z 57.05 100.00%
57.0
9t 1411 " 14.80 15.00 15.20 15.40
s l| b f831 2252 2810  m/z 71.05 72.27%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LR B DU B B
Mmmmmmmm
99.0 m/z 85.10 54 _.90%
27,0| ‘ I I H , 1410 1830 225.0 281.0 337.0  394.0
m/z--> 50 100 1éo 200 250 360 3%0 '
Abundance
57.0
" 14.80 15.00 15.20 15.40
5000 m/z 43.05 51.50%
99.0
27.0 1M01%02%D2%M%0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #185535: Heptadecane, 9-octyl- R mEEE
57.0 14.80 15.00 15.20 15.40
m/z 55.05 19.45%
- w\'\,ﬂ(\/\/\/\ﬂ/\/
99.0
. ‘1 Ly 1440 1830 P00 3080 gs20 T T
m/z--> 50 100 150 200 250 300 350 14.80 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.62 5.70 ng 136021 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 12-Octadecenal 266 C18H340 056554-91-7 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 16-Octadecenal 266 C18H340 056554-87-1 86
5 Z-2-Octadecen-1-ol 268 C18H360 1000131-11-0 80
Abundance Scan 2301 (15.621 min): BF099694.D (-2296) (-) m/z 57.05 100.00%

5000

1630 1941 266.0 15.40 15.60 15.80 16.00
m/z 82.05 84 .86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal
43. 82.0

5000
15.40 15.60 15.80 16.00

m/z 43.10 78 .89%

250.0
1380 166.0 194.0 2220

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

57.0 82.0

15.40 15.60 15.80 16.00
5000 m/z 83.05 62.10%

29.0

110.0
o 252.0

147.0168.0 196.0 224.
Tmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- RS EmmEs o L
15.40 15.60 15.80 16.00
m/z 55.00 58.05%

5000

110.0

138.0

166.0 194.0 236.0 264.0

T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00

8270-BF092317.M Mon Oct 23 15:22:17 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heneicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.84 4.96ng 118325  perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heneicosane 206 C21H44 000629-94-7 91

2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2338 (15.839 min): BF099694.D (-2333) (-) m/z 57.10 100.00%
57.1
99.1 HREURN AU SRR BN SR
l] | 141.1 211.2 15.60 15.80 16.00 16.20
R m/z 71.10 71.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LR B SR UL B
15.60 15.80 16.00 16.20
99.0 m/z 85.10 56.09%
2540“ Lid h‘ | 1410 1830 2250 2960
m/z--> 5 100 150 200 250 300 350 400
Abundance
57.0
'~ 15.60 15.80 16.00 16.20
5000 m/z 43.05 48.61%
99.0
25,0 141.0 1830 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane b RREmE EE e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.90%
5000
99.0
Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF092317.M Mon Oct 23 15:22:18 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 13 Behenic alcohol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.90 4.30 ng 102690 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 90
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 72
3 1-Docosene 308 C22H44 001599-67-3 62
4 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 53
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 52

Abundance Scan 2348 (15.898 min): BF099694.D (-2343) (-) m/z 57.05 100.00%

57.0 83.1

5000

15.60 15.80 16.00 16.20
m/z 83.10 94.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55,0 83.0

5000 LIS L L L L L L L L B
15.60 15.80 16.00 16.20
m/z 97.05 89.56%
29.0 139.0
Iod 167.0 196.0 224.0 252.0 280.0 308.0
EEaEEeaE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
e N I
97.0 15.60 15.80 16.00 16.20
5000 m/z 55.00 80.09%
29.0 125.0

154.0 196.0 224.0 269.0 320.0

Wmmmwmwwﬁm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #151538: 1-Docosene R R e R
15.60 15.80 16.00 16.20

m/z 43.05 77.43%

5000

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20

8270-BF092317.M Mon Oct 23 15:22:18 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.62 11.66 ng 278342 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanal 240 C16H320 000629-80-1 90

2 1.19-Eicosadiene 278 C20H38 014811-95-1 72

3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 70

4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 64
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 62

Abundance Scan 2471 (16.621 min): BF099694.D (-2464) (-) m/z 57.00 100.00%

54.0 82.0

5000

209.1 16.40 16.60 16.80 17.00
m/z 82.05 89.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94314: Hexadecanal
43. .0

5000
16.40 16.60 16.80 17.00

110.0 m/z 43.05 74 .46%
137.0 166.0 196.0 2220

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
82.0 UL BRI DU SO B
16.40 16.60 16.80 17.00
5000 m/z 83.05 67.14%
20.0 109.0

137.0 166.0 194.0 222.0 250.0 278.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

-

Abundance #109264: 1,16-Hexadecanediol B e e o
55.0 16.40 16.60 16.80 17.00
m/z 96.10 63.94%
5000
31.0
109.0
w‘ ‘ j‘ 1380 166.0 194.0 222.0
R AR, R e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

8270-BF092317.M Mon Oct 23 15:22:19 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.90 2.88 ng 68824 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Pentacosane 352 C25H52 000629-99-2 50
3 Hexatriacontane 507 C36H74 000630-06-8 47
4 Triacontane 422 C30H62 000638-68-6 47
5 Tetratriacontane 479 C34H70 014167-59-0 47
Abundance Scan 2518 (16.898 min): BF099694.D (-2515) (-) m/z 57.10 100.00%
57.
5000
1130 276.0 i st i
| || 178 9 " 16.60 16.80 17.00 17.20
L4 " A e e | M/z 71.05  86.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane
57.0
5000 LN BN SULRLE UL SURB
mmmmﬂmnm
m/z 85.00 44 .48%
i H H u\ A :!'4:\[ 9 183 0225.0 282 0
m/z--> 55 100 1éo 260 2éo 360 3%0 460 4%0 560
Abundance
57.0
' 16.60 16.80 17.00 17.20
5000 m/z 43.00 30.44Y%
99.0
141.0 183.0225.0 267 0309.0 352.0
m/z--> 55 160 1%0 260 250 300 3%0 460 4%0 560
Abundance #235972: Hexatriacontane B B A Eame

16.60 16.80 17.00 17.20
m/z 113.00 25.84%

5000

41.0
183.0225.0 267.0 309.0 351.0 407.0 449.0 506.0
miz--> 50 100 150 200 250 300 350 400 450 500 16.60 16.80 17.00 17.20

8270-BF092317.M Mon Oct 23 15:22:20 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Heptacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.99 14.24 ng 340028 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol

2 n-Tetracosanol-

3 Octacosanol

4 Heptacosvl acetate

396 C27H560
354 C24H500
410 C28H580
438 C29H5802

002004-39-9 84
000506-51-4 84
000557-61-9 72
1000351-78-2 60

5 17-Pentatriacontene 491 C35H70 006971-40-0 46
Abundance Scan 2534 (16.992 min): BF099694.D (-2527) (-) m/z 57.00 100.00%
5000
189.1 231.2 16.60 16.80 17.00 17.20 17.40
m/z 83.05 96.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 TT T T [T T T T[T T T T[T TT T 7T
16 60 16. 80 17. OO 17. 20 17. 40
0 m/z 55.10 95.27%
26,0| \“ ‘ || |, 1810 2220 2640 3060 378.0
T e T e e T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0 97.0
R e EERE RS R a
16.60 16.80 17.00 17.20 17.40
5000 m/z 69.10 93.40%
139.0
19.0 181.0 222.0 264.0 308.0
I I i e o o o o e e L A e e e e B I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol A B R e
57.0 16.60 16.80 17.00 17.20 17.40
m/z 97.05 74.94%
5000
39 0
2610, i | ¥ ;810 222 02530 2920 3340 392.0
B T T R S R e R e
m/z--> 50 200 250 300 350 400 16 60 16. 80 17. OO 17. 20 17. 40

8270-BF092317.M Mon Oct 23 15:22:21 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 _gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.41 17.12 ng 408778 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 95
2 .beta.-Sitosterol 414 C29H500 000083-46-5 93
3 5-Cholestene-3-0l. 24-methvl- 400 C28H480 1000214-17-4 47
4 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Bro0 055103-80-5 18
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 16
Abundance Scan 2605 (17.409 min): BF099694.D (-2598) (-) m/z 43.00 100.00%
43.0 107.0
145.1 213.1
5000
381.3414.3
| 17.00 17.20 17.40 17.60 17.80
il m/z 107.00 83.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 81.0 LRSI A ISR UM B
145.0 414.0 17.00 17.20 17.40 17.60 17.80
2130 o, 3030 3810 m/z 104.95  82.71%
| ot 20|
: \I e IUI Ji) h\ ] \‘\H‘ H\ ‘H h \H‘ |" IL\I . IH — |4|2.|Q| : \
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
17.00 17.20 17.40 17.60 17.80
5000 m/z 145.05 71.36%
107.0 414.0
145.0
77.0 178.0 2130 2550 3030 3410 3810
mz-> 50 100 150 200 250 300 350 400
Abundance #212397: 5-Cholestene-3-ol, 24-methyl-
43.0 17.00 17.20 17.40 17.60 17.80
m/z 95.05 71.30%
5000
810 145.0 e
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60 17.80

8270-BF092317.M Mon Oct 23 15:22:22 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 18 unknownl7.99 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.99 3.49 ng 83317 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-0x0-1.6-dihvdro-pvridine-3-car... 218 C11H10N203 1000300-19-8 38
2 Tropine N-oxide 157 C8H15N02 035722-43-1 22
3 8-Azabicvclol3.2.1Tloctan-3-0l. 8... 141 C8H15NO 000120-29-6 22
4 Tetradecanal 212 C14H280 000124-25-4 22
5 cis-1,2-Cyclododecanediol 200 C12H2402 004422-05-3 22
Abundance Scan 2704 (17.992 min): BF099694.D (-2698) (-) m/z 57.00 100.00%
57.0 820
5000
39 N —
17.60 17.80 18.00 18.20 18.40
m/z 82.00 89.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75396: 6-Oxo-1,6-dihydro-pyridine-3-carboxylic acid (fura...
122.0 218.0
5000
9.0 17.60 17.80 18.00 18.20 18.40
390 60.0 m/z 55.00 85.76%
140.0 189.0
— i\ul ‘HI H\‘\ “.‘...|....|‘....‘l‘.... :II'?]I'IO ||‘||||||||||
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
82.0
17.60 17.80 18.00 18.20 18.40
5000 42.0 m/z 43.05 81.64%
124.0 157.0
150 esh 102.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19096: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, endo- BT
82.0 17.60 17.80 18.00 18.20 18.40
m/z 218.20 76 .13%
5000 420 124.0
141.0
15?,?59,}07&>,, e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.60 17.80 18.00 18.20 18.40

8270-BF092317.M Mon Oct 23 15:22:23 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 19 Androst-4-en-3-one, 17-hydr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.42 10.06 ng 240279 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 59
2 Testosterone 288 C19H2802 000058-22-0 41
3 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 35
4 Thiophene-2-sulfonic acid. (3-Fl._... 271 C11H10FNO2S2 1000311-21-1 27
5 p-Fluoroatropine dehydrate 289 C17H20FNO2 1000212-74-8 22
Abundance Scan 2777 (18.421 min): BF099694.D (-2767) (-) m/z 124.00 100.00%
0
288.3 5573 3703 4124 18.20 18.40 18.60 18.80
POV 0 Y S St S m/z 229.20 39.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...
124.0
| A
5000 RSN SRR BN UL SN
288.0 18.20 18.40 18.60 18.80
91.0 246.0 m/z 43.05 37.12%
b oo 220 T
il Dl e n
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
288.0 A AR BARSR RARNE AR
18.20 18.40 18.60 18.80
5000 246.0 m/z 94.95 31.31%
41.0 790
203.0
165.0
miz-> 50 100 150 200 250 300 350 400
Abundance #156750: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)- N B B !
124.0 18.20 18.40 18.60 18.80
43.0 m/z 55.00 29.34%
5000
91.0 191.0 314.0
Jj dero 7|~ 2290 2720
mz-> 50 100 150 200 250 300 350 400 ' 18:20 18.40 18,60 18.80

8270-BF092317.M Mon Oct 23 15:22:24 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102017\
Data File : BF099694.D

Aca On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample : 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 20 unknownl18.81 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.81 3.47 ng 82769 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 27
2 4-Allvloxvimino-2-carene 205 C13H19NO 1000140-09-0 25
3 1.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 25
4 Ledol 222 C15H260 000577-27-5 22
5 trans-.beta.-lonone 192 C13H200 000079-77-6 16
Abundance Scan 2843 (18.809 min): BF099694.D (-2833) (-) m/z 205.10 100.00%
. 206.1
5000
280.9 18.40 18.60 18.80 19.00 19.20
S B m/z 95.10 94 _.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66221: 1,4-Methanonaphthalene, 6,7-diethyldecahydro-, cis-
95.0
137.0 177.0
5000 SN BN BRI SURBLA I
1840 18.60 18.80 19.00 19.20
‘ m/z 109.00 75 .55%
‘Jﬂhmﬂfﬂwxqﬂ.t.J....,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
205.0
41.0 18.40 18.60 18.80 19.00 19.20
5000 1190 1600 m/z 121.05 72.84%
77.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #227678: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrameth...
95.0 18.40 18.60 18.80 19.00 19.20
55.0 m/z 69.00 70.30%
5000
350 1770
ﬁtlt ke 2450 2850 336.0 379.0 437.0
m/z--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80 19.00 19.20

8270-BF092317.M Mon Oct 23 15:22:25 2017 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102017\
Data File : BF099694.D

Acq On : 20 Oct 2017 12:11

Operator : SJ/JU

Sample - 15952-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.04 13.5 ng 345249 1 6.82 511808 20.0
unknown6 .59 6.59 83.1 ng 2126820 1 6.82 511808 20.0
n-Hexadecanoic acid 11.86 12.1 ng 469681 4 11.33 776962 20.0
Octadecanoic acid 12.64 10.7 ng 413886 4 11.33 776962 20.0
Octacosyl trifluo... 13.80 6.0 ng 149300 5 13.98 498822 20.0
Octacosane 15.05 6.6 ng 158126 6 15.44 477556 20.0
Octadecanal 15.62 5.7 ng 136021 6 15.44 477556 20.0
Heneicosane 15.84 5.0 ng 118325 6 15.44 477556 20.0
Behenic alcohol 15.90 4.3 ng 102690 6 15.44 477556 20.0
Hexadecanal 16.62 11.7 ng 278342 6 15.44 477556 20.0
Eicosane 16.90 2.9 ng 68824 6 15.44 477556 20.0
1-Heptacosanol 16.99 14.2 ng 340028 6 15.44 477556 20.0
-.gamma.-Sitosterol 17.41 17.1 ng 408778 6 15.44 477556 20.0
unknownl17.99 17.99 3.5 ng 83317 6 15.44 477556 20.0
Androst-4-en-3-on... 18.42 10.1 ng 240279 6 15.44 477556 20.0
unknown18.81 18.81 3.5 ng 82769 6 15.44 477556 20.0
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