LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF092317\

Data File : BF098749.D

Aca On : 23 Sep 2017 20:00 Instrument :
Operator : SJ/JU BNA_F

Sample - 15340-11 ClientSampleld :
Misc - LT-TS-011

ALS Vial : 13 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 2.269 27 31 45 rVB 106882 163579 4._.06% 0.448%
2 5.163 518 523 534 rVB 574197 778357 19.30% 2.131%
3 5.545 583 588 591 rBY 3574385 3938416 97.67% 10.781%
4 6.545 751 758 761 rBV 3418942 3931326 97.49% 10.761%
5 6.692 778 783 786 rBY 3889459 4032449 100.00% 11.038%
6 6.922 818 822 825 rBVY 1157113 934277 23.17% 2.557%
7 7.081 844 849 852 rBVY 3256668 3022545 74.96% 8.274%
8 7.481 912 917 921 rBV 2262079 2519350 62.48% 6.896%
9 8.204 1035 1040 1043 rBvV 1411211 1223845 30.35% 3.350%
10 9.281 1217 1223 1226 rBV 4010465 3940841 97.73% 10.787%

11 9.663 1284 1288 1292 rBV 518439 453201 11.24% 1.241%
12 9.957 1334 1338 1342 rVB2 1393719 1162600 28.83% 3.182%

13 10.380 1407 1410 1413 rVB 72465 56081 1.39% 0.154%
14 10.745 1464 1472 1475 rBV 2098088 1840608 45.64% 5.038%
15 10.851 1487 1490 1501 rBV 87558 87811 2.18% 0.240%

16 11.445 1587 1591 1593 rBV 1062317 923834 22.91% 2.529%
17 11.463 1593 1594 1597 rVB 71438 50801 1.26% 0.139%
18 11.957 1674 1678 1687 rVB2 304868 301854 7.49% 0.826%
19 12.651 1793 1796 1806 rBV 125740 181670 4_.51% 0.497%
20 12.745 1809 1812 1817 rBV2 116603 119309 2.96% 0.327%

21 12.886 1830 1836 1839 rBV 97086 107470 2.67% 0.294%
22 13.027 1856 1860 1863 rVB 2547546 2251102 55.82% 6.162%
23 13.786 1985 1989 1993 rBV 120871 114764 2.85% 0.314%
24 13.910 2007 2010 2018 rBV2 256059 243142 6.03% 0.666%
25 14.080 2030 2039 2042 rBV 829431 778651 19.31% 2.131%

26 14.545 2114 2118 2123 rBV 200495 207062 5.13% 0.567%
27 15.004 2192 2196 2200 rVB 223421 222757 5.52% 0.610%
28 15.127 2214 2217 2220 rBV 54269 75698 1.88% 0.207%
29 15.204 2225 2230 2231 rBV 131539 163413 4._.05% 0.447%
30 15.221 2231 2233 2240 rVB2 340240 382948 9.50% 1.048%

31 15.439 2267 2270 2277 rVB 33641 51999 1.29% 0.142%
32 15.504 2277 2281 2284 rVV 38777 53188 1.32% 0.146%
33 15.568 2287 2292 2304 rVB 594374 813395 20.17% 2.227%
34 15.798 2328 2331 2336 rVB 74450 98095 2.43% 0.269%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 16.039 2368 2372 2377 rBV 124394 179491 4._.45% 0.491%

36 16.086 2377 2380 2387 rVB 83505 123990 3.07% 0.339%
37 16.468 2441 2445 2450 rBV6 38612 56330 1.40% 0.154%
38 16.562 2458 2461 2467 rVB3 35540 57841 1.43% 0.158%
39 16.862 2507 2512 2519 rBV5 64637 121172 3.00% 0.332%
40 17.080 2542 2549 2559 rBVS 34914 115605 2.87% 0.316%

41 17.180 2560 2566 2573 rVV 48762 106825 2.65% 0.292%
42 17.256 2573 2579 2592 rVBS8 61405 157686 3.91% 0.432%

43 17.680 2643 2651 2660 rBV3 127802 296638 7.36% 0.812%
44 18.527 2789 2795 2802 rBV3 31571 89552 2.22% 0.245%

Sum of corrected areas: 36531568
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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\BF092317\

BF098749.D

23 Sep 2017 20:00

SJ/Ju

15340-11

13 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 :
OSE056 TIC: BF098749.D
6,69
5.55
6.55
7.08
3000000
7.48
2000000
6.92
1000000
5.16
2.27
O L e o e e e e e L o s e e e e e B e e L H e e e e e e B e L s e s i
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance :
OSE056 TIC: BF098749.D
928
3000000
13.03
10.75
2000000
8.20 9.96
11.45
1000000
9.66
11.96
10.38 0.85 11.46 121657.8
0,....,...*.,...........J‘.;‘.—.JEL."...T..................
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 :
OSE056 TIC: BF098749.D
3000000
2000000
1000000 14.08
15.57
15.22
13.91 14.54 15.01
13.7 18! O1qg4p 15.80186069 154756 16.861718I26 2~ 17.68 18.53
Of=5= i — ——— — — — — — — S
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
8270-BF092317.M Mon Sep 25 16:34:34 2017 Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 Butane, 2-methoxy-2-methyl- Concentration Rank 13

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

2.27 3.50 ng 163579 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 32
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 31 (2.269 min): BF098749.D (-27) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.0

2.202.302.40 2.50 2.60 2.70
Ol et e et e e | M/Z 43.00  41.86Y%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 RN RN AR RARRN RARRE AR IR
43.0 2.202.302.40 2.50 2.60 2.70
550 87.0 m/z 55.00 27.99%
29.0 ‘ ‘
0 L AR [,
I i o o o L A o O I N o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
41.0 55.0 87.0 2.202.302.40 2.50 2.60 2.70
5000 ‘ m/z 87.00 26.71%
29.0
15.0 97.0
O I o e o e o B B LA e o o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.202.302.40 2.50 2.60 2.70

m/z 71.10 12 _.36%

55.0
43.0
5000
27 0 ‘
15.0 ‘ 81.0
0..,..”,...MM...“...,”..,.”.,.:”,...w....“..

m/z--> 10 70 80 90 100 2.202.302.402.502.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 16.66 ng 778357 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 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 522 (5.157 min): BF098749.D (-518) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A R R I
| 83.1 | 480 5.00 520 5.40
MM 1 MBS | MM MM NS S m/z 59.00 54.59%
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 VRS SRR RN B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 17.16%
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 15.32%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate s e
43.0 480 5.00 520 5.40
m/z 41.00 8.66%
5000
58.0
15.0 579 | 7%.0 100.0
L A s R AR AR AL A LRSS MM LaLn AR RS R N R LA
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 : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 3 unknown6.69 Concentration Rank 1

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

6.69 86.32 ng 4032450 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

py
Abundance Scan 783 (6.692 min): BF098749.D (-778) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 UL R L R
40.1 54.0 J 6.40 6.60 6.80 7.00
bl ,~:|-.|.'.8,1-9. TR 3 e — m/z 68.10 37.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR R R
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.33%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 23.94%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R B B
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.10 14 .68%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e S R
m/z--> 40 60 80 100 120 140 160 180 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 : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.96 6.53 ng 301854 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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1679 (11.963 min): BF098749.D (-1674) (-) m/z 73.00 100.00%
430 730
5000 129.0
213.2 T R T
157.1 1851 256.3 1160 1180 12.00 12.20
0 m/z 43.00 83.70%
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 U SRR SR
83.0 nmnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 59.95  81.42%
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 66 .68%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e EEa e s
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.05 66.35%
5000 129.0
0l15.0 Lﬂ
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 : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 19
R.T. EstConc Area Relative to ISTD R.T.

12.75 2.58 ng 119309 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 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 1813 (12.751 min): BF098749.D (-1809) (-) m/z 43.05 100.00%

43.0 73.0
5000 129.0 202.0

12.40 12.60 12.80 13.00
m/z 73.00 97.30%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
3.0

5000
12.40 12.60 12.80 13.00

m/z 59.95 80.40%

241.0 284.0

207.0

01
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 57.05 72.77%
97.0 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid B e
60.0 12.40 12.60 12.80 13.00

m/z 41.00 71.97%
5000

157.0 185.0 213.0 256.0

T I T T
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 : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 Cinnamyl cinnamate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.79 2.95 ng 114764 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-Propenamide. N-(1.1-dimethvlet... 203 C13H17NO 003579-53-1 50
4 p-Vinvlbenzohvdrazide 162 C9H10N20 1000244-74-9 50
5 2-Propenamide, N-butyl-3-phenyl- 203 C13H17NO 006299-56-5 50
Abundance Scan 1990 (13.792 min): BF098749.D (-1985) (-) m/z 131.00 100.00%
131.0
5000
102.9
.0 219.1 AR AR AR
50.9 192.9 2810 13.40 13.60 13.80 14.00 14.20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114231: Cinnamy| cinnamate
131.0
5000
103.0 13.40 13.60 13.80 14.00 14.20
. 0
1o 770 ‘ ‘ 219.0 2510 m/z 115.05 35.55%
0'“|“'WHtw'“JwJ”w'“|“lw'“'}723'“ “'J'“"'“H'“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 102.90 28 .40%
270 103.0
410 : 188.0
o 157.0
Wﬁmﬁwﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63417: 2-Propenamide, N-(1,1-dimethylethyl)-3-phenyl- — A
131.0 13.40 13.60 13.80 14.00 14.20
m/z 77.00 23.51%
5000
103.0 203.0
77.0
0 29.0 SL. ‘ | 1600 |
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 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\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 8 Behenic alcohol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.91 6.25 ng 243142 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 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 2010 (13.910 min): BF098749.D (-2007) (-) m/z 57.00 100.00%
54.0 83.1
5000
139.0 234.0 13.60 13.80 14.00 14.20
o 1681 2090 m/z 43.10 97.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55,0
5000 AR S B SRR
Bmmmmmmm
9.0 m/z 55.05 93.40%
0 Lol 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> i&&mmmmmmmmmmmmm
Abundance
55.0 83.0 R
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 87 .95Y%
29.0
o 1390 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane T T T T
13.60 13.80 14.00 14.20
97.0 m/z 97.05 79.31%
5000
125.0
0 154.0  196.0 224.0 269.0 320.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. oo 14 20

8270-BF092317.M Mon Sep 25 16:34:39 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 9 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .54 5.32 ng 207062 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
Abundance Scan 2117 (14.539 min): BF098749.D (-2114) (-) m/z 57.05 100.00%
57.0
5000 97.0 K_whjL~4wa,A»NAM,,J\J/J\
L N B B SRR
390 2151 3041 14.20 14.40 14.60 14.80
oLk L 1789 2821 m/z 43.05 68.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55.0
5000 U SRR A BN IR
mmmmmmmm
m/z 71.00 61.14%
ol100 | | \‘ H M L] 3?0, 1820 2240 266.0
m/z--> 50 60 2éo 360 3%0 460
Abundance
57.0
o7.0 14:20 14.40 14.60 14.80
5000 m/z 55.00 52.64Y%
0L, 26.0 139.0 1820 252.0 297.0 348.0
m/z--> 55 160 1%0 200 250 360 3%0 460
Abundance #222139: Nonadecy! pentafluoropropionate R e RREa
570 g70 14.20 14.40 14.60 14.80
m/z 97.00 43.04%
oL26:0] | l ‘ m ] 1820 222.0 266.0 311.0 412.0
m/z--> 50 100 150 2(')0 250 3(')0 351;0 4(')0 14'20 14. 40 14 60 14. 80 '

8270-BF092317.M Mon Sep 25 16:34:40 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
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 Oxirane, heptadecyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.00 5.48 ng 222757 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 17-Octadecenal 266 C18H340 056554-86-0 91
5 16-Octadecenal 266 C18H340 056554-87-1 90

Abundance Scan 2195 (14.998 min): BF098749.D (-2192) (-) m/z 57.00 100.00%
54.0 82.1
5000
109.1 Bttt s
138.1 165.0 14.60 14.80 15.00 15.20 15.40
o Al B 280 7 43.05 94.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-
.0 82.
5000 LRI AL SRS SN B
14.60 14.80 15.00 15.20 15.40
m/z 82.10 88.85%
o 166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82.0
57.0
5000
110.0
29.0
138.0
0 166.0 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal
43.0
5000
. A | 137.0 1660 194.0 222.0 2500
T
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

m/z 55.00 74 .06%

:

14.60 14.80 15.00 15.20 15.40

m/z 96.05 56.29%

:

T T T I
14.60 14.80 15.00 15.20 15.40

8270-BF092317.M Mon Sep 25 16:34:40 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.20 4.02 ng 163413 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2229 (15.198 min): BF098749.D (-2225) (-) m/z 57.00 100.00%
57.0
LRI AL BRI SN B
13 1 14.80 15.00 15.20 15.40 15.60
1551
o B LT 15911832211228012600 71,05 70.13%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 AR BRI BRI B B
Mmmmmmmmmm
29.0 m/z 43.05 62.44Y%
" 113.0141.0160.0197.0 268.0
obr——— : H\ .H‘. “‘I .“ e —— I IZ?SIOI : ... : ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.80 15.00 15.20 15.40 15.60
5000 85.0 m/z 85.05 49 .18%
o 113.0141.0169.0197.0  2390267.0204.0 323.0 352. 0
m/z--> 55 160 150 260 250 300 350
Abundance #141426: Heneicosane e T
57.0 14.80 15.00 15.20 15.40 15.60
m/z 41.05 20.87%
85.0
- JMM
29.0 113.0
oL | ‘ ||| 14101600197.022502580 2960
m/z--> 55 160 1éo 260 250 360 3%0 1480 1500 1520 1540 1560

8270-BF092317.M Mon Sep 25 16:34:41 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.22 9.42 ng 382948 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91
Abundance Scan 2233 (15.221 min): BF098749.D (-2231) (-) m/z 83.10 100.00%
55.0 83.1
221 R AU SR B
167.0 15.00 15.20 15.40 15.60
- A a6 2802 "w/z 97.05  97.32%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 LR SR B B B
15.00 15.20 15.40 15.60
. m/z 55.00 90.43%
Zm\wmwmkhgwom%mmzmm%omwww
m/z--> 50 100 150 200 250 300 350
Abundance
83.0
43.0 L AU SRR B
15.00 15.20 15.40 15.60
5000 111.0 m/z 43.00 82.68%
0 140.0 1820  238.0267.0
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R B R e S S
55,0 15.00 15.20 15.40 15.60
m/z 57.05 82.03%
B } ‘J\/A\_L
oL 260 | ‘ 1 ‘ | %) %s8.0 2100 26602950
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF092317.M Mon Sep 25 16:34:42 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 Heneicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.04 4.41 ng 179491 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexadecane. 1-iodo- 352 C16H331 000544-77-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 2372 (16.039 min): BF098749.D (-2368) (-) m/z 57.05 100.00%
57.0
5000 ~ﬁLv_“/\,ﬂﬂ,]&\v&\,mvw,r~
99.0 " 15.80 16.00 16.20 16.40
1411 207.0 . . . .
ol ALy p5iae020m0  aee 0 7105 71.90W
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LR UL BN IR B
mmmmmmmm
99.0 m/z 43.05 63.00%
oL 210 \ || 1410 1830 225.0 266.0296.0
m/z--> 50 160 1%0 200 2%0 360 3%0 '
Abundance
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 85.00 56.66%
99.0
27.0 1410 1330 2250 2810  337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #184946: Hexadecane, 1-iodo- LA L L L L L B
57.0 15.80 16.00 16.20 16.40
m/z 55.00 25 .55%
5000
99.0 225.0
oL279 | | | 1410 4g30 | 352.0
m/z--> 55 160 1%0 260 2%0 300 3%0 ' 1580 1600 1620 1640

8270-BF092317.M Mon Sep 25 16:34:42 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.86 2.98 ng 121172 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 Tetradecanal 212 C14H280 000124-25-4 86
3 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 83
4 Octadecanal 268 C18H360 000638-66-4 83
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 81

Abundance Scan 2512 (16.862 min): BF098749.D (-2507) (-) m/z 43.10 100.00%

431

82.0

5000
111'1 Trryrrrryrrrryrrrr|rrrri
138.1 175.1 207.0 278.2 16.60 16.80 17.00 17.20
Ot m/z 57.00 96.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
5000 TT T[T T T T[T T rrrrrrr1
16.60 16.80 17.00 17.20
0
20.0 136.0 m/z 82.05 77.17%
0 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 82.0
R R R R
16.60 16.80 17.00 17.20
5000 m/z 55.00 75.98%
29.0
110.0

138.0 168.0 49,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #126196: Bicyclo[10.8.0]eicosane, cis- B EERR Bam e L
16.60 16.80 17.00 17.20

m/z 83.00 61.95%

5000

166.0 194.0 222.0 290.0
M
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1660 16.80 17.00 17.20

8270-BF092317.M Mon Sep 25 16:34:43 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 unknownl17.08 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.08 2.84 ng 115605 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indenoll.2.3-cdlfluoranthene 276 C22H12 000193-43-1 38
2 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 38
3 Anthraauinone. 2.3-dichloro- 276 C14H6CI1202 000084-45-7 38
4 Benzolahilpervlene 276 C22H12 000191-24-2 35
5 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 32

Abundance Scan 2549 (17.080 min): BF098749.D (-2542) (-) m/z 275.95 100.00%

5000

16.80 17.00 17.20 17.40
m/z 278.00 68.37%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124623: Indeno[1,2,3-cd]fluoranthene

5000
16.80 17.00 17.20 17.40

m/z 43.00 53.72%

0 174.0 198.0 224.0 248.0

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

276.0

16.80 17.00 17.20 17.40
5000 m/z 137.90 43.02%

138.0
o 91.0111.0 224.0 248.0

Twwwwmmwwmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124172: Anthraquinone, 2,3-dichloro-

28.0

16.80 17.00 17.20 17.40
m/z 277.10  42.56%

5000

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40

8270-BF092317.M Mon Sep 25 16:34:44 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 Nonadecane, 9-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
17.18  2.63ng 106825  perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91

2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 2566 (17.180 min): BF098749.D (-2560) (-) m/z 57.00 100.00%
57.0
5000
l“ 155.1 WO 283.0 16.80 17.00 17.20 17.40
ob—d A gt ol e | M/z 71.05 86.58%
m/z--> 50 150 200 250 300 350 400
Abundance #129502: Nonadecane, 9-methyl-
57.0
5000 | ANLINLINLEN L L L L L L B B
16.80 17.00 17.20 17.40
99.0 140.0 m/z 43.00 58.56%
oLl | wssozmo 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
AR AR RS R mmaa s
16.80 17.00 17.20 17.40
5000 m/z 85.05 54.54%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane T
57.0 16.80 17.00 17.20 17.40
m/z 55.00 29.99%
5000
99.0
ol il i ] 1410 1830 2250 267.0 3090 3660
e R R ERE RAREE mmaat I
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF092317.M Mon Sep 25 16:34:44 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 unknownl7.26 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.26 3.88 ng 157686 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-hvdroxv-pentadecanoate 272 C16H3203 1000336-35-7 49
2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 45
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 20
4 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 20
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 18
Abundance Scan 2580 (17.262 min): BF098749.D (-2573) (-) m/z 55.00 100.00%

5000
125.0
159.0

255.2278.1 17.00 17.20 17.40 17.60
m/z 57.00 88.18%

187.1 213.1

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #121112: Methyl 2-hydroxy-pentadecanoate

5000

17.00 17.20 17.40 17.60
m/z 83.05  77.54%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
A RAEES B
83.0 17.00 17.20 17.40 17.60
5000 m/z 97.05 63.60%
27.0
112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans) L  RRRRs Bam s
55.0 970 17.00 17.20 17.40 17.60
m/z 69.00 63.00%
5000
27.0
o M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60

8270-BF092317.M Mon Sep 25 16:34:45 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098749.D

Aca On : 23 Sep 2017 20:00

Operator : SJ/JU

Sample : 15340-11

Misc :

ALS Vial : 13 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 unknownl7.68 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.68 7.29 ng 296638 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 47
2 5-Preanen-3.beta.-ol-20-one. met... 330 C22H3402 1000364-94-5 40
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 22
4 Methvl 12-acetvl-7-desoxvcholate 448 C27H4405 055547-48-3 16
5 (3-Phenyloxiran-2-ylD)methyl 2,2,... 346 C13H9F703 1000366-94-6 10
Abundance Scan 2651 (17.680 min): BF098749.D (-2643) (-) m/z 43.10 100.00%
431
105.0
5000 145.0
255.2 329.3 e B
414.3 17.40 17.60 17.80 18.00
ob—-4 m/z 105.00 58.97%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate
43.0
5000 LR ISR U SN B
81.0 17.40 17.60 17.80 18.00
‘ ‘ 147.0 396.0 m/z 95.00 56.31%
o M | ‘\ILLIH‘\‘I I w\‘,‘\\“ 202550 2080 3500, | 4560
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
as 740 1760 1780 1800
5000 85.0 : m/z 57.00 54 _.61%
145.0
2130 59
e L A L L UL B WL W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- A B
43.0 17.40 17.60 17.80 18.00
m/z 107.00 54 _49Y%
5000
810 368.0
145.0 329.0
LD 2moasso  SBO | o
0|||||‘||‘||H||H|‘|i|w|L‘L|‘||“'|||L|L||J|||‘||‘|||‘“||||||l|||||| T
m/z--> 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF098749.D

Acqg On : 23 Sep 2017 20:00 Instrument :
Operator : SJ/JU BNA_F

Sample - 15340-11 ClientSampleld :
Misc - LT-TS-011

ALS Vial : 13 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]
Butane, 2-methoxy... 2.27 3.5 ng 163579 1 6.92 934277 20.0
2-Pentanone, 4-hy... 5.16 16.7 ng 778357 1 6.92 934277 20.0
unknown6 .69 6.69 86.3 ng 4032450 1 6.92 934277 20.0
n-Hexadecanoic acid 11.96 6.5 ng 301854 4 11.45 923834 20.0
Octadecanoic acid 12.75 2.6 ng 119309 4 11.45 923834 20.0
Cinnamyl cinnamate 13.79 3.0 ng 114764 5 14.08 778651 20.0
Behenic alcohol 13.91 6.3 ng 243142 5 14.08 778651 20.0
1-Heneicosanol 14 .54 5.3 ng 207062 5 14.08 778651 20.0
Oxirane, heptadecyl- 15.00 5.5 ng 222757 6 15.57 813395 20.0
Nonadecane 15.20 4.0 ng 163413 6 15.57 813395 20.0
1-Heptacosanol 15.22 9.4 ng 382948 6 15.57 813395 20.0
Heneicosane 16.04 4.4 ng 179491 6 15.57 813395 20.0
Oxirane, hexadecyl- 16.86 3.0 ng 121172 6 15.57 813395 20.0
unknownl17.08 17.08 2.8 ng 115605 6 15.57 813395 20.0
Nonadecane, 9-met... 17.18 2.6 ng 106825 6 15.57 813395 20.0
unknownl7.26 17.26 3.9 ng 157686 6 15.57 813395 20.0
unknownl7 .68 17.68 7.3 ng 296638 6 15.57 813395 20.0
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