LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF092317\

Data File : BF098746.D

Aca On : 23 Sep 2017 18:35 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 15340-08 ey

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-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 2.275 28 32 38 rvB 97589 132056 2.98% 0.285%
2 5.163 519 523 533 rVB 602767 858934 19.42% 1.853%
3 5.545 582 588 591 rBY 3729188 4389210 99.21% 9.471%
4 6.204 697 700 706 rBV 122323 99158 2.24% 0.214%
5 6.545 751 758 761 rBVY 3538489 4404475 99.56% 9.504%
6 6.692 778 783 786 rBY 4147244 4424057 100.00% 9.546%
7 6.922 818 822 825 rBVY 1353267 1085793 24.54% 2.343%
8 7.081 844 849 852 rBVY 3576218 3335228 75.39% 7.197%
9 7.486 911 918 921 rBVY 2552972 2809270 63.50% 6.062%
10 8.204 1035 1040 1043 rBV 1594905 1411944 31.92% 3.047%
11 8.869 1150 1153 1158 rBV 87593 73336 1.66% 0.158%
12 9.280 1217 1223 1226 rBvV 4578733 4400880 99.48% 9.496%
13 9.592 1273 1276 1278 rBV 65140 51674 1.17% 0.111%
14 9.669 1284 1289 1292 rBV 657608 549444 12 .42% 1.186%
15 9.880 1319 1325 1330 rvB2 47341 67582 1.53% 0.146%
16 9.927 1330 1333 1335 rBvV2 43965 48499 1.10% 0.105%
17 9.957 1335 1338 1342 rVB2 1604965 1318794 29.81% 2.846%
18 10.380 1407 1410 1413 rVB 88878 68788 1.55% 0.148%

19 10.745 1464 1472 1475 rBV 2256700 2107367 47.63% 4._.547%
20 10.851 1487 1490 1496 rBV 102350 102253 2.31% 0.221%

21 11.298 1563 1566 1569 rBV 51487 46550 1.05% 0.100%
22 11.445 1587 1591 1593 rBV 1326740 1107962 25.04% 2.391%
23 11.463 1593 1594 1597 rVB 122810 90590 2.05% 0.195%
24 11.921 1669 1672 1674 rBV 89480 74655 1.69% 0.161%

25 11.963 1674 1679 1689 rVB2 569589 615641 13.92% 1.328%

26 12.515 1771 1773 1781 rVB6 40321 46243 1.05% 0.100%
27 12.651 1793 1796 1804 rBV 196162 331222 7.49% 0.715%
28 12.745 1809 1812 1822 rVB 378901 368360 8.33% 0.795%
29 12.886 1830 1836 1840 rBV 142752 161784 3.66% 0.349%
30 13.027 1856 1860 1863 rBV 2912506 2694066 60.90% 5.813%

31 13.227 1889 1894 1896 rBV4 39969 50273 1.14% 0.108%
32 13.457 1928 1933 1936 rBV5 43843 67408 1.52% 0.145%
33 13.539 1944 1947 1951 rBV2 104917 112650 2.55% 0.243%
34 13.710 1973 1976 1982 rVB2 55515 59390 1.34% 0.128%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF092317\

Data File : BF098746.D

Aca On : 23 Sep 2017 18:35 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

a?ggle : 15340-08 ey

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.786 1985 1989 1992 rBV 160535 152098 3.44% 0.328%

36 13.874 1999 2004 2007 rBV6 29151 44709 1.01% 0.096%
37 13.910 2007 2010 2017 rVB 517712 467999 10.58% 1.010%
38 14.051 2030 2034 2035 rBV3 42920 49263 1.11% 0.106%
39 14.080 2035 2039 2042 rVvV 924158 833963 18.85% 1.799%
40 14.233 2060 2065 2069 rBV3 55643 82906 1.87% 0.179%
41 14.362 2084 2087 2088 rBV2 46964 49043 1.11% 0.106%
42 14.545 2114 2118 2123 rBVY 368226 375172 8.48% 0.810%
43 14.857 2167 2171 2179 rVB5 43295 76273 1.72% 0.165%
44 14.933 2181 2184 2187 rBVY 43066 45193 1.02% 0.098%

45 15.004 2192 2196 2204 rVB 548781 547310 12.37% 1.181%

46 15.127 2213 2217 2221 rBVY 70444 115093 2.60% 0.248%
47 15.204 2225 2230 2231 rBVY 372635 426024 9.63% 0.919%
48 15.227 2231 2234 2241 rVB 841028 990152 22.38% 2.136%
49 15.504 2277 2281 2286 rBVY 45465 58728 1.33% 0.127%
50 15.574 2287 2293 2300 rVvVv 609117 863017 19.51% 1.862%

51 15.804 2327 2332 2336 rVB 187623 246140 5.56% 0.531%
52 16.045 2367 2373 2377 rBV 312798 462478 10.45% 0.998%
53 16.092 2377 2381 2390 rVB 295869 443642 10.03% 0.957%
54 16.209 2398 2401 2406 rVB6 35809 52528 1.19% 0.113%
55 16.468 2441 2445 2451 rVB6 66646 103580 2.34% 0.223%

56 16.562 2457 2461 2466 rVB3 44082 82226 1.86% 0.177%
57 16.868 2507 2513 2520 rBV2 180339 354676 8.02% 0.765%
58 17.098 2543 2552 2560 rVBS8 66165 192593 4 _.35% 0.416%
59 17.180 2560 2566 2572 rBV 95292 194595 4._.40% 0.420%
60 17.262 2573 2580 2590 rBV3 148291 347057 7.84% 0.749%

61 17.686 2644 2652 2663 rBV3 286122 668461 15.11% 1.442%
62 18.527 2789 2795 2799 rBVS8 35134 88343 2.00% 0.191%

63 18.692 2816 2823 2826 rBVS 34377 83614 1.89% 0.180%
64 18.750 2828 2833 2849 rVB7 94931 282275 6.38% 0.609%

Sum of corrected areas: 46344687
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098746.D
6.69
4000000

5.55 6.5 208

3000000
7.49
2000000
6.92

1000000
5.16

=77 7 e b — e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098746.D

4000000

3000000 13.03

10.75

2000000
8.20 9.96
11.44

1000000
67 11.96

' 12.74
8.87 9.5& 10.38 1085  113b}46 11 12,8550 12.89| 1303131454

A

™~ ;
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098746.D

4000000

3000000

2000000

1000000

O e e B e e e T B

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 4

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

5.16 15.82 ng 858934 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 522 (5.157 min): BF098746.D (-519) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 R N R I
| 83.0 | 480 5.00 520 5.40
I 1 SIS | Rt SRS NS m/z 59.00 54.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 VAL VAR SRR RN B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 18.52%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 16.05%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- s e
43.0 480 5.00 520 5.40
m/z 40.95 8.56%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknown6.69 Concentration Rank 1

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

6.69 81.49 ng 4424060 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 783 (6.692 min): BF098746.D (-778) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 sa0 || o 96|° s 640 660 6.80 7.00
Obrrprrrr e et e 82,0 L 070 L m/z 68.05 38.48%
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 IR R S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.17%
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
640 660 6.80 7.00
5000 67.0 m/z 66.00 24.67%
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 A
Abundance #14491: 5-Aminoindole LA L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.05%
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 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.96 11.11 ng 615641 Phenanthrene-d10 11.45
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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 25
Abundance Scan 1679 (11.963 min): BF098746.D (-1674) (-) m/z 73.00 100.00%
430 730
5000 129.0
97.0 213.2 L B e S B e e
5 Ll o1 256.2 1160 11,80 12.00 12.20
0 ; . m/z 43.05 87.14%
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 AR AR AR DR
83.0 umnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 59.95  85.94%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11'60 11.80 12.00 12.20
5000 129.0 m/z 57.05 71.19%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 65.50%
5000 129.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.74 6.65 ng 368360 Phenanthrene-d10 11.45
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1811 (12.739 min): BF098746.D (-1809) (-) m/z 43.05 100.00%
43.0 730
5000
12.40 12,60 12.80 13.00
O-rrprrrr e m/z 73.00 84 .15%
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 284.0
12.40 12.60 12.80 13.00
m/z 57.00 77 .06%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 [ 73.0
12.40 12,60 12.80 13.00
5000 129.0 m/z 60.00 72.42%
97.0 199.0
1570 242.0
0l15.0
wﬁmmﬁmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00

m/z 55.05 71.60%
5000

157.0 185.0 213.0 256.0

T T T I
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\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Cinnamyl cinnamate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.65 ng 152098 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 87
2 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 52
3 2-Propenoic acid. 3-phenvl-. phe... 224 C15H1202 025695-77-6 50
4 Vinvl trans-cinnamate 174 C11H1002 017719-70-9 50
5 2-Propenamide, N,N-diethyl-3-phe... 203 C13H17NO 003680-04-4 50
Abundance Scan 1990 (13.792 min): BF098746.D (-1985) (-) m/z 131.00 100.00%
131.0
5000
103.0
s.0 | 2L 1340 13,60 1380 14,00 14.20
’ 9173.0 241.0 ; . . . . .
o wed 264 "m/z 115.00  32.63%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114231: Cinnamy| cinnamate
131.0
5000 NSRRI PR SR I
103.0 13.40 13.60 13.80 14.00 14.20
. 0
770 219.0 m/z 117.00 30.65%
51.0 264.0
0I'”'P'”I”'W'“'P'”I”'W'”'?7%0“"'”"'”I”'W'”
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
131.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 103.00 29.33%
103.0
a0 10 188.0
0|'“'ﬁ"w'“'|“'w"“|'“'w}?nq“' RS SRS RS RS B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81146: 2-Propenoic acid, 3-phenyl-, phenyl ester, (E)-
131.0 13.40 13.60 13.80 14.00 14.20
m/z 77.05 19.76%
5000
T wwwN/\AAJ LN\—/K«M
77.0
ol27.0 510 | 165.0 224.0
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Behenic alcohol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.91 11.22 ng 467999 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 2010 (13.910 min): BF098746.D (-2007) (-) m/z 57.00 100.00%
57.0 83.0
5000
139.1 13.60 13.80 14.00 14.20
o 10821962 2331 m/z 55.00 94.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000 111.0 BRI RN B
13.60 13.80 14.00 14.20
m/z 43.05 93.40%
29.0 139.0 1670
Obreryelieie bbb -0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
530 830 M./\_NJ
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.05 92 .33%
29.0
o 1390 167.0 106.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e e T T
57.0 83.0 13.60 13.80 14.00 14.20
m/z 97.10 83.30%
5000
29.0 139.0
ol ‘ 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.I 60 13.|80 14.'00 14.I 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Heptadecyl heptafluorobutyrate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.54 9.00 ng 375172 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 2117 (14.539 min): BF098746.D (-2114) (-) m/z 57.00 100.00%
57.0
L N B B SRR
14.20 14.40 14.60 14.80
41.1 . . :
ol i .1.', Lis L83l 22d o0 301 — m/z 43.05 73.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 A B B SRR
14.20 14.40 14.60 14.80
m/z 71.05 57 .82%
o) M— \wlw e l‘\ I\‘\I i |16‘90 |2|3§|0 : ?8|3|0| e ?’3:4:0
m/z--> 50 100 150 200 250 300 350 400
Abundance
5.0 oo g
14:20 14.40 14.60 14.80
5000 m/z 55.00 52 .60%
0l19.0 1390 1850 2040 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate A B
570 g7 14.20 14.40 14.60 14.80
' m/z 69.10 43.15%
- ‘JM
oLl ‘&332 182.0 222.0 266.0 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.00 12.68 ng 547310 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 17-Octadecenal 266 C18H340 056554-86-0 90

Abundance Scan 2195 (14.998 min): BF098746.D (-2192) (-) m/z 57.05 100.00%

5000

-

14.60 14.80 15.00 15.20 15.40
m/z 43.05  89.28%

o 208.0 236.1 283.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene

82.0

2}
13;1
o

5000 S L e o
14.60 14.80 15.00 15.20 15.40
29.0 109.0 m/z 82.05 82 .35%
b ‘ ‘ 137.0 166.0 194.0 222.0 250.0 278.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 55.00 62.22%

109.0
137.0 1660 194.0 222.0 2500

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecy!- T T T T
14.60 14.80 15.00 15.20 15.40
m/z 83.05 54_.67%
5000
110.0
. 1380 1660 1040  236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20 15.40

8270-BF092317.M Mon Sep 25 16:33:25 2017 Page: 11



Data Path
Data File
Aca On

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF092317\
BF098746.D
23 Sep 2017 18:35

15340-08

Sample
Misc
ALS Vial

Operator ; SJ/JU

10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M

Quant Title

TIC Library
TIC Integratio

- C:\DATABASE\NIST11.L
n Parameters: LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.20 9.87 ng 426024 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2229 (15.198 min): BF098746.D (-2225) (-) m/z 57.05 100.00%
57.0
5000 85.0
AR BRI BN B
131 14.80 15.00 15.20 15.40 15.60
411
0....|,.. -111 160210712251 2681 m/z 71.05 66.15%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
14.80 15.00 15.20 15.40 15.60
29.0 m/z 43.05 57.21%
: 13.0
0 \‘ ‘\ h H‘ Il uﬁl l ‘141 0169 0197. 02250 268.0
m/z--> éo 160 150 260 250 360 3%0
Abundance
57.0
14.80 15.00 15.20 15.40 15.60
5000 85.0 m/z 85.05 47.43%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane S TR T e e
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 21.98%
85.0
5000
29.0 130
ol L [ 1410169.0107.0225.0253.0 _296.0 g
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 14.|80 15.'00 15.'20 15.'40 15.|60

8270-BF092317 .M

Mon Sep 25 16:33:26 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.80 5.70 ng 246140 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Heptadecanal 254 C17H340 1000376-70-0 90
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 Tetradecanal 212 C14H280 000124-25-4 86
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 83
Abundance Scan 2331 (15.798 min): BF098746.D (-2327) (-) m/z 57.10 100.00%
51.1
96.0
5000
24.1 15.40 15.60 15.80 16.00 16,20
166.1 194, ) ) : : : : :
ol by 202119312221 2032 0 SALOL /o 7782.00 85.46%
m/z--> 50 100 150 200 250 300
Abundance #117607: Octadecanal
43.0, 820
5000 AR AR SRR A B
mmmmmmmmmm
09.0 m/z 43.00 83.06%
. 1 HL %10 166.0194.0 22202500
m/z--> 150 200 250 300 '
Abundance
T 820 LR B BRI SO B
15.40 15.60 15.80 16.00 16.20
5000 m/z 55.00 64 .05%
109.0
o 137.0  180.0208.0 236.0
m/z--> o '55' ' "160' B '150' B '200' ' "250' ' "300' o
Abundance #117618: Oxirane, hexadecyl- A B o
83.0 15.40 15.60 15.80 16.00 16.20
m/z 96.05 63.17%
55.0
5000
10.0
29.0
138.0
. l i gseo, 2110 200
m/z--> 50 100 o 2& 250 %o ' mmmmmmmmmm

8270-BF092317.M Mon Sep 25 16:33:26 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.04 10.72 ng 462478 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
Abundance Scan 2372 (16.039 min): BF098746.D (-2367) (-) m/z 57.05 100.00%
57.0 ﬂ
5000
99.0 " 15.80 16.00 16.20 16.40
141.1 : . : :
ol DAL g B asst zo5a o1 N0 64 80%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L I BN BRI B
mmmmmmmm
99.0 m/z 43.05 54 .59Y%
oL 210 \ || 1410 1830 225.0 266.0296.0
m/z--> 50 160 1%0 200 2%0 360 350 '
Abundance
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 85.10 49 .65%
99.0
0 27.0 1410 1830 225.0 267.0 338.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #209566: Octacosane i B L B R B B
57.0 15.80 16.00 16.20 16.40
m/z 55.05 20.85%
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 15%0 1600 1620 1640

8270-BF092317.M Mon Sep 25 16:33:27 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.87 8.22 ng 354676 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
4 E-11(13-MethvD)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 46
5 11-Tetradecen-1-ol, acetate, (2)- 254 C16H3002 020711-10-8 46
Abundance Scan 2513 (16.868 min): BF098746.D (-2507) (-) m/z 57.00 100.00%

5000

16.60 16.80 17.00 17.20
m/z 82.00 77.92%

. 138.1 1661 104.1 9p11 250.2 278.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
82.0

5000 LA L L L L L L
16.60 16.80 17.00 17.20
0
20.0 138.0 m/z 43.10 75.88%
o 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R B E e e
82.0 16.60 16.80 17.00 17.20
5000 m/z 96.05 55.68%
110.0
18.0 137.0 166.0 194.0 222.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- A T R
16.60 16.80 17.00 17.20
m/z 83.00 51.84%

5000

236.0 264.0

166.0 194.0

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20

8270-BF092317.M Mon Sep 25 16:33:28 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknownl17.10 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.10 4_.46 ng 192593 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prasterone 288 C19H2802 000053-43-0 38
2 Androst-2-en-17-one. 3-hvdroxv-.... 288 C19H2802 057289-70-0 30
3 5-Cholene. 3.24-dihvdroxv- 360 C24H4002 1000251-69-2 16
4 2-Pentenoic acid. 5-(decahvdro-5... 304 C20H3202 024470-48-2 16
5 Medroxyprogesterone acetate 386 C24H3404 000071-58-9 12
Abundance Scan 2552 (17.098 min): BF098746.D (-2543) (-) m/z 43.00 100.00%
43.0
5000
|38|2-3| ' 16.80 17.00 17.20 17.40
0! e m/z 81.00 55.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134624: Prasterone
91.0
288.0
255.0
5000 55.0 150 5030 NN ——
mmﬂmﬂmﬂm
m/z 95.00 55.62%
o ‘,\“\“‘, o dp L
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0 91.0 255.0 288.0
' 16.80 17.00 17.20 17.40
5000 1450 2030 m/z 91.00 55.45%
0""I""I""I""""""""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #190889: 5-Cholene, 3,24- dlhydroxy LSS B L N B
55.0 16.80 17.00 17.20 17.40
m/z 145.10 54 _.14%
5000 255.0
147.0 342.0
201.0 '
OIIIII‘ H“ ‘H“mu \‘ \L\H\ \h\i hlI‘Illg?'cl)ll\.l‘ll‘llllllll e |
m/z--> 50 2m 250 300 350 400 mmﬂmﬂmﬂm

8270-BF092317.M Mon Sep 25 16:33:28 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Heptadecane, 9-octyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.18 4.51 ng 194595 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2566 (17.180 min): BF098746.D (-2560) (-) m/z 57.10 100.00%
57.1
5000
1" s 16580 1700 1720 17ap
183.1 - : - :
o...,....ll,.‘. e 2y M/Zz 71.05  74.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 R UM SRR LR B
16.80 17.00 17.20 17.40
m/z 43.00 57 .40%
9.0 239.0
ol by d iy 1410 1830 T 2810 3230
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57.0
16.80 17.00 17.20 17.40
5000 m/z 85.00 50.32%
99.0
. 141.0 1830 225.0 2670 300.0 365.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane e B B B o,
57.0 16.80 17.00 17.20 17.40
m/z 99.05 21.21%
5000
99.0
0 Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 1éo 200 250 300 350 400 ' 16.80 17.00 17.20 17.40

8270-BF092317.M Mon Sep 25 16:33:29 2017 Page: 17



Library Search Compoun

d Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 1-Pentadecene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.26 8.04 ng 347057 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 81
2 Behenic alcohol 326 C22H460 000661-19-8 81
3 n-Tetracosanol-1 354 C24H500 000506-51-4 70
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 70
5 Cyclopentadecane 210 C15H30 000295-48-7 70

Abundance Scan 2580 (17.262 min): BF098746.D (-2573) (-) m/z 83.05 100.00%
43.1 .
5000
| 17.00 17.20 17.40 17.60
ol m/z 55.00 98.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69582: 1-Pentadecene
430 g30
5000 L BRI BRI IR AU
17.00 17.20 17.40 17.60
m/z 57.05 94_40%
OHHwHMmu‘ﬁwz@ﬂw”,wuuluuw,
m/z--> 50 100 150 200 250 300 350 400
Abundance
430 230
17)00 17!20 17)40 17)60
5000 m/z 43.10 88.61%
125.0
0 167.0 210.0 280.0
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #186968: n-Tetracosanol-1 L  RRRRs Bam s
57.0 97.0 17.00 17.20 17.40 17.60
m/z 97.05 77.98%
5000
[}
olioal LLILA 4 I, 1810 2220 2640 3080 o Ve
m/z--> 50 100 150 2m %o 300 350 400 ﬂ%ﬂ%ﬂ%ﬂm

8270-BF092317.M Mon Sep 25 16:33:30 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 _.beta.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.69 15.49 ng 668461 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
3 Isocholestervl methvl ether 400 C28H480 029944-53-4 49
4 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 49
5 Kauren-18-ol, acetate, (4.beta.)- 330 C22H3402 072150-74-4 41

Abundance Scan 2653 (17.692 min): BF098746.D (-2644) (-) m/z 43.00 100.00%

43.0

5000

255.2 303.3

381.3414.3 17.40 17.60 17.80 18.00

0! m/z 55.00 65.97%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000 810 LA L L L L L LB
145.0 17.40 17.60 17.80 18.00
213.0 414.0 m/z 57.00 56.86%
78.0 777 255.0 3290 4o
i)l \M 89. :
Ol ALl Ll
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
I AEEREE TS
17.40 17.60 17.80 18.00
5000 81.0 m/z 81.00 53.95%
414.0
145.0 213.0 303.0
178.0 255.0 3819
113.0 | 342.0
(o PN L = 41N SRR TN RSP WS OIS L . SN S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212393: Isocholesteryl methyl ether I AEEREE TS
43.0 17.40 17.60 17.80 18.00
m/z 107.00 52.92%
81.0 368.0
5000
o] - SN S
m/z--> 0 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098746.D

Aca On : 23 Sep 2017 18:35

Operator : SJ/JU

Sample = 15340-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 20 Testosterone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.75 6.54 ng 282275 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 52
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000481-30-1 41
3 Prean-4-ene-3.20-dione. (9.beta.... 314 C21H3002 002755-10-4 38
4 Thiophene-2-sulfonic acid. (3-fl... 271 C11H10FNO2S2 1000311-21-1 35
5 1,4-Benzenediol, 2-methyl- 124 C7H802 000095-71-6 35
Abundance Scan 2833 (18.750 min): BF098746.D (-2828) (-) m/z 124.00 100.00%
0
5000
288.2 2574 3704 412.4 18.40 18.60 18.80 19.00
0 m/z 43.00 57 .42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone
124.0
288.0
5000 246.0 NS U UL SR
41.0 79.0 18.40 18.60 18.80 19.00
203.0 m/z 57.00 51.70%
165.0
o “1‘“.‘.”.i‘.“.“..|.l‘..|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
91.0 18140 18,60 18.80 19.00
5000) 228.0 288.0 m/z 55.00 41 .24%
165.0
o s B "{9??' "25%9' N ALY DAL A
m/z--> 50 100 150 200 250 300 350 400
Abundance #156750: Pregn-4-ene-3,20-dione, (9.beta.,10.alpha.)- R EE R a s
124.0 18.40 18.60 18.80 19.00
43.0 m/z 229.15 38.28%
5000
91.0
‘ FSLQ19‘1.0 2290 2720 314.0
0 ﬂb,w.m e o =
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\

Data File : BF098746.D

Acqg On : 23 Sep 2017 18:35 Instrument :
Operator : SJ/JU BNA_F

Sample - 15340-08 ClientSampleld :
Misc - LT-TS-008

ALS Vial : 10 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... 5.16 15.8 ng 858934 1 6.92 1085790 20.0
unknown6 .69 6.69 81.5 ng 4424060 1 6.92 1085790 20.0
n-Hexadecanoic acid 11.96 11.1 ng 615641 4 11.45 1107960 20.0
Octadecanoic acid 12.74 6.7 ng 368360 4 11.45 1107960 20.0
Cinnamyl cinnamate 13.79 3.6 ng 152098 5 14.08 833963 20.0
Behenic alcohol 13.91 11.2 ng 467999 5 14.08 833963 20.0
Heptadecyl heptaf... 14.54 9.0 ng 375172 5 14.08 833963 20.0
1,19-Eicosadiene 15.00 12.7 ng 547310 6 15.57 863017 20.0
Nonadecane 15.20 9.9 ng 426024 6 15.57 863017 20.0
Octadecanal 15.80 5.7 ng 246140 6 15.57 863017 20.0
Heneicosane 16.04 10.7 ng 462478 6 15.57 863017 20.0
Oxirane, hexadecyl- 16.87 8.2 ng 354676 6 15.57 863017 20.0
unknownl17.10 17.10 4.5 ng 192593 6 15.57 863017 20.0
Heptadecane, 9-oc... 17.18 4.5 ng 194595 6 15.57 863017 20.0
1-Pentadecene 17.26 8.0 ng 347057 6 15.57 863017 20.0
-beta.-Sitosterol 17.69 15.5 ng 668461 6 15.57 863017 20.0
Testosterone 18.75 6.5 ng 282275 6 15.57 863017 20.0
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