LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 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-BF071317.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.787 472 476 489 rVB 190767 263855 4.21% 0.786%
2 5.222 546 550 565 rBVY 2144185 2281645 36.41% 6.799%
3 6.263 722 727 738 rBVY 2359960 2557242 40.81% 7.621%
4 6.387 743 748 751 rBVY 2658912 2439187 38.92% 7.269%
5 6.610 782 786 790 rBV 837745 669945 10.69% 1.996%
6 6.769 809 813 816 rBVY 2178277 1887073 30.11% 5.624%
7 7.175 877 882 885 rBVY 1714517 1539938 24.57% 4 .589%
8 7.892 1000 1004 1007 rBV 1084940 893415 14.26% 2.662%
9 8.969 1182 1187 1190 rBvV 2383728 2012122 32.11% 5.996%
10 9.363 1250 1254 1259 rBV 214693 202917 3.24% 0.605%

11 9.639 1296 1301 1304 rBV 724782 668938 10.67% 1.993%
12 10.422 1430 1434 1437 rBV 970411 880225 14.05% 2.623%
13 11.110 1547 1551 1554 rBV 583807 478164 7.63% 1.425%

14 11.657 1641 1644 1648 rBV 96677 79209 1.26% 0.236%
15 12.316 1753 1756 1762 rVB 91721 82123 1.31% 0.245%
16 12.539 1790 1794 1796 rBV 75319 78839 1.26% 0.235%

17 12.574 1796 1800 1812 rVV 518666 704902 11.25% 2.101%
18 12.692 1816 1820 1824 rVB 1436431 1306008 20.84% 3.892%
19 13.604 1971 1975 1981 rVvB2 190273 246166 3.93% 0.734%
20 13.733 1993 1997 2000 rBV 644327 643997 10.28% 1.919%

21 14.233 2079 2082 2086 rBV2 85456 104412 1.67% 0.311%
22 14.521 2129 2131 2134 rBV3 68882 78390 1.25% 0.234%
23 14.733 2165 2167 2173 rBV2 65569 99987 1.60% 0.298%
24 15.110 2227 2231 2236 rVB 437524 500311 7.98% 1.491%
25 16.921 2534 2539 2549 rVB 78129 184768 2.95% 0.551%

26 17.104 2565 2570 2578 rVB5 104960 241791 3.86% 0.721%
27 17.309 2600 2605 2614 rVB3 276532 598426 9.55% 1.783%
28 17.404 2615 2621 2632 rVB7 204027 542672 8.66% 1.617%
29 17.633 2649 2660 2677 rBV4 1123461 4498920 71.79% 13.407%
30 17.851 2689 2697 2706 rVB5 178772 524147 8.36% 1.562%

31 18.239 2748 2763 2773 rBV5 1615949 6266643 100.00% 18.675%

Sum of corrected areas: 33556377
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096825.D

2500000 6.26
5.22 6.77
2000000
7.17

1500000

1000000 6.61

T oL LN

otk

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096825.D

2500000 8.97

500000

2000000

12.69
1500000

7.89

10.42

1000000

500000

9.36

0 I A R R e e e e ————————————-—

i 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 TIC: BF096825.D

2500000
2000000
18.24
1500000

1000000 i

500000

14.73
14.23 14.52 16.927.10

o T T T T T [

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:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 10

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

4.79 7.88 ng 263855 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25

Abundance Scan 477 (4.793 min): BF096825.D (-472) (-) m/z 43.00 100.00%
43.0
5000 591
510 | 60 1°|1-1 440 460 480 5.00 520
e L e L L e i a a m/z 59.10 52.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL R
59.0 440 460 480 500 520
m/z 101.10 16.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
440 460 480 5.00 520
5000 310 430 73.0 m/z 58.00 14.66%
51.0 84.0 101.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #8344: 3-Hexanol, 4-methyl- T P
59.0 440 460 4.80 5.00 5.20
m/z 41.00 7.50%
5000 41.0
31.0
69.0 87.0
15.0 ‘\‘ L] stopl] ‘ 98.0
m/z--> 0 20 30 40 50 60 70 80 90 100 ' 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 2 unknown6.39 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.39 72.82 ng 2439190 1,4-Dichlorobenzene-d4 6.61
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 749 (6.393 min): BF096825.D (-743) (-) m/z 132.00 100.00%

132.0
5000
68.1
96.0 6.00 6.20 6.40 6.60 6.80
401540||811 | . 1150 o per Sy DL
ST B m/z 134.00 34.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ||||||||||||||||||||
6.00 6.20 6.40 6.60 6.80
0
310 5L0 m/z 68.10 26.88%
A A
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
RN A
6.00 6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 18.03%
41.0 97.0
117.0
54,0 81.0
I T i B e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl AT e R
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 96.00 12.20%
74.0
5000 9go 1160
S P N WO TR Y- A | I
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tridecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.31 ng 79209 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1645 (11.663 min): BF096825.D (-1641) (-) m/z 43.00 100.00%
430 , 731
5000 MLM
129.1
157.1 1851 2131 e
9.1 33.2 256.2 11.40 11.60 11.80 12.00
m/z 60.00 93.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0
11.40 11.60 11.80 12.00
m/z 73.10 91.93%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 91.12%
83.0
157.0 1850 213.0 256.0
40,0 110.0 '
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #61120: Dodecanoic acid e  RRRaS Bam
60.0 11.40 11.60 11.80 12.00
m/z 41.05 80.00%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 '1i'46 ii éolii éd ié dd '
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.57 21.89 ng 704902 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 58
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 58
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
5 1,4-Naphthalenedione, 2-(1-buten... 228 C14H1203 029366-43-6 47
Abundance Scan 1799 (12.569 min): BF096825.D (-1796) (-) m/z 213.10 100.00%
218.1
5000
119.0
300 650 91]'0 14111651 1550 | 2873 12.20 12.40 12.60 12.80
el b T e O e b 2008 Tm/z 119.00  28.78%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 UARSUARAARARA A NARRA
1220 12.40 12.60 12.80
119.0 m/z 91.00 16.45%
650 %19 165.0 |
miz-> 20 40 60 ab 160 120 150 1éo 180 200 220 240 260 280
Abundance
213.0
12.20 1240 12.60 12.80
5000 m/z 228.20 15.31%
185.0
28.0 51.0 92.0 128.0 157.0
Twmmwmwwwwm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I

Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl-  EAams L e REE R
213.0 12.20 12.40 12.60 12.80
m/z 214.10 15.27%

5000

185.0

?

630 86.0 12§0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.60 7.64 ng 246166 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Octacosanol 410 C28H580 000557-61-9 87
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
5 Hexadecane, 1-(ethenyloxy)- 268 C18H360 000822-28-6 76
Abundance Scan 1974 (13.598 min): BF096825.D (-1971) (-) m/z 57.05 100.00%
5%.0
97.1
5000
26.1 13.20 13.40 13.60 13.80 14.00
166.1 211.1 251.1 301.4 /7 55 00 95 957
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 U AR R BN
1320 1340 13.60 13.80 14.00
m/z 43.05 89.82%
28.0
,Wm H N ‘\ FF, Ae801070 2380 2950
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 63.54%
27,0 1260 1680 2100 2520 297.0 3480 WJW
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol L o
57.0 1320 1340 13.60 13.80 14.00
97.0 m/z 97.10 63.09%
27,0| || ‘ ‘ b JFJ?'OL 181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> 50 100 150 200 250 300 350 ' 1320 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexadecane, l1-chloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.23 3.24 ng 104412 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 91
2 Sulfurous acid. butvl hexadecvl ... 362 C20H4203S 1000309-18-3 90
3 1-Chloroeicosane 316 C20H41ClI 042217-02-7 86
4 Pentadecane 212 C15H32 000629-62-9 78
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 74
Abundance Scan 2081 (14.227 min): BF096825.D (-2079) (-) m/z 57.05 100.00%
57.0
5000
85.1

bbb m/z 43.10 59.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #110907: Hexadecane, 1-chloro-
57.0
5000 " 1400 14.20 14.40 14.60
91.0 : : : :
29.0 m/z 71.10 45.35%
119.0 147.0 175.0 203.0 231.0 20690
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R N R A REEEmmas
14.00 14.20 14.40 14.60
5000 m/z 85.10 35.21%
85.0
29.0

111.0 139.0 169.0196.0 2250 259.0 289.0

memwwmmrmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #158254: 1-Chloroeicosane R mEEEE RS S
57.0 14.00 14.20 14.40 14.60
m/z 55.00 25.75%

5000

110 1410 1750 217.0 2450 286.0 316.0

I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 9 Hexadecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.13 ng 78390 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heptadecane 240 C17H36 000629-78-7 93
4 Pentadecane 212 C15H32 000629-62-9 93
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2131 (14.521 min): BF096825.D (-2129) (-) m/z 57.10 100.00%
57.1
5000
o m/z 43.10 62.90%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 85.0 L BN DU L B
Mmmmmmmm
m/z 71.10 56.51%
20 || PU010001970200
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14:20 14.40 14.60 14.80
5000 85.0 m/z 55.00 47.42%
29.0
113.0141.0160.0197.0225.0 268.0
m/z--> - '55' ' "160" "150" "200" "250" "300" "350"
Abundance #94345: Heptadecane TT T T T T T [ T T T T[T T T T TTTT
57.0 14.20 14.40 14.60 14.80
m/z 85.10 40.36%
5000 85.0
29.0
LA f s o 0i6001060 2400 U
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14.80

8270-BF071317.M Tue Jul 18 17:43:53 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 _.beta.-Sitosterol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.92 7.39 ng 184768 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 91
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 91
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 64
4 17-(1.5-Dimethvlhexv1)-10.13-dim... 414 C29H500 1000210-86-9 35
5 5-Pregnen-3.beta.-ol-20-one, met... 330 C22H3402 1000364-94-5 25
Abundance Scan 2539 (16.921 min): BF096825.D (-2534) (-) m/z 43.10 100.00%
43.1
5000 105.1 145.0

16.60 16.80 17.00 17.20
m/z 57.05  58.74%

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 B LB L |
145.0 16.60 16.80 17.00 17.20
213.0 41401 "m/z 145.00 49.06%
Ll 0, 22y 20 e
i ‘. I IH\IHI “l““. b IL\MLI by ‘l“.‘”. MI\‘I I" .2.8??. i ‘; — ".'q“i |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
e A RERREEESE L
16.60 16.80 17.00 17.20
5000 81.0 m/z 105.10 47 .00%
414.0
145.0 213.0 303.0
178.0 255.0 3819
113.0 | 342.0
b Bl el S T ik e e b A e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- e A RERREEESE L
43.0 16.60 16.80 17.00 17.20
m/z 55.00 46.16%
5000
81.0 368.0
145.0 329.0
414.0
213.0 .
m/z--> 0 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl17.10 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.10 9.67 ng 241791 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Allvl-5-pvridin-3-vI-2.4-dihvd... 218 C10H10N4S 1000300-40-5 38
2 3(2H)-Pvridazinone. 5-amino-4-hy... 203 C10H9N302 1000338-12-1 25
3 3H-Pvrazolol4.3-clauinolin-3-one... 203 C10H6FN30 1000362-68-8 25
4 2.4-Dichlorophenvl isothiocvanate 203 C7H3CI2NS 006590-96-1 25
5 5-(1-NaphthyDtricyclo[4.1.0.0(2... 218 C17H14 107729-05-5 25
Abundance Scan 2569 (17.098 min): BF096825.D (-2565) (-) m/z 57.05 100.00%
57.0 218.2
109.1
5000
161.1 o
283.2 424.5 16.80 17.00 17.20 17.40
-'-| T IJ'LLV"JT"‘W-l'u-leu—ﬁ—v—v—v—h—v—v—rLrlv—vJﬂ— m/z 218.20 97 .85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75200: 4-Allyl-5-pyridin-3-yl-2,4-dihydro-[1,2,4]triazole...
218.0
5000
104.0 16.80 17.00 17.20 17.40
41.0 185.0 m/z 203.20 71.90%
HH‘HU T‘Q\\M\}?ﬁ'qalwl‘lw ‘:l:: ——T T
m/z--> 50 150 200 250 300 350 400
Abundance
203.0
16.80 17.00 17.20 17.40
5000 7.0 m/z 205.15  64.75%
419 121.0
152.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #63152: 3H-Pyrazolo[4,3-c]quinolin-3-one, 8-fluoro-1,2-dih... AL B o e
203.0 16.80 17.00 17.20 17.40
m/z 43.00 64.32%
5000 146.0
990{
I.HHMLJH “‘.,..l..,.... e e
m/z--> 50 150 200 250 300 350 400 1680 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 _beta.-Amyrin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.31 23.92 ng 598426 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Amvrin 426 C30H500 000559-70-6 74
2 2.9-Dimethvl-2.3.4.5.6.7-hexahvd... 203 C14H21N 077581-11-4 68
3 4.4.6a.6b.8a.11.11.14b-Octamethv... 424 C30H480 1000194-62-4 52
4 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 45
5 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 43
Abundance Scan 2605 (17.309 min): BF096825.D (-2600) (-) m/z 218.20 100.00%
218.2
5000 ?S {&
55.0 95.1
%1m1 00 17.20 17.40 17.60
257.2 426.4 17.00 17.20 17.40 17.
ﬁ-JLJLJMAJm*H'l s 31 0% Tm/z 203.20 84.50%

m/z--> 50 100 150 200 250 300 350 400
Abundance #221180: .beta.-Amyrin
218.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

5000
17.00 17.20 17.40 17.60
m/z 95.10 30.52%

69.0
209 14 M uuw% 1724 In N 257.0 297.0 337.0 _ 393.04260
miz--> 50 100 150 200 250 300 350 400
Abundance
203.0

70.0 T
117.0 17.00 17.20 17.40 17.60
5000 160.0 m/z 189.15 29.92%
LA L s B L B B B
m/z--> 50 100 150 200 250 300 350 400 ’/\_/A/\’/\
Abundance #220502: 4,4,6a,6b,8a,11,11,14b Octamethyl 1,4,4&1,5,6,6&,6... L B B
218.0 17.00 17.20 17.40 17.60
m/z 55.00 28.60%
5000
55.0
J i 135.0
424.0
il \“ WM “. x.L.«. 2730 3150 3530 301.0,", S
m/z--> 50 200 250 300 350 400 17. 00 17. 20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 2,2,6-Trimethyl-1-(2-methyl.._. Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.40 21.69 ng 542672 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 90
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 62
3 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 43
4 Dimethvl{bisl(4.8.8-trimethvldec... 500 C32H5602Si 1000364-69-0 43
5 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 38
Abundance Scan 2620 (17.398 mm) BF096825.D (-2615) (-) m/z 205.20 100.00%
17.00 17.20 17.40 17.60 17.80
m/z 109.10 99.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
41.0 95.0
5000 R AL BRI IR I
34.0 218.0 17.00 17.20 17.40 17.60 17.80
0
‘1750 m/z 55.00 93.97%
.l. : .Mi”.“‘.h‘.‘l|‘.‘...|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0 105.0 204.0
to 17100 1720 1740 1760 170
5000 : m/z 95.10 91.11%
73.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene I e e e
81.0 128.0 17.00 17.20 17.40 17.60 17.80
41.0 m/z 107.10 91.01%
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Caparratriene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.63 179.85 ng 4498920 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 50
2 (-)-Neoclovene-(1). dihvdro- 206 C15H26 1000152-82-1 50
3 2-lIsopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 47
4 _gamma.-Elemene 204 C15H24 029873-99-2 46
5 9,19-Cycloergost-24(28)-en-3-0l,... 468 C32H5202 010376-42-8 45
Abundance Scan 2659 (17.627 min): BF096825.D (-2649) (-) m/z 95.10 100.00%
R DU SR SN U
315.3 426.4 17.40 17.60 17.80 18.00
3 357.3 3933 m/z 55.10 92.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene
69.0
09.0
5000 L DU SR UL U
163.0 17.40 17.60 17. 80 18. OO
m/z 135.10 92.52%
AL e
II\‘MI |“‘|‘H‘|‘|||‘i|‘|‘|||‘||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
81.0
41.0 17,40 17.60 17.80 18.00
m/z 109.10 85.52Y%
5000 1210 163.0 z 0
206.0
mz-> 50 100 150 200 250 300 350 400
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa... R I EEAEEEEEE
189.0 17.40 17.60 17.80 18.00
107.0 m/z 81.10 84 .70%
5000
i 1477 J\—/L//L
m/z--> 50 100 150 200 250 300 350 400 17.40 17. 60 17. 80 18. OO

8270-BF071317.M Tue Jul 18 17:43:56 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 3a-Methyl-3,3a-dihydropyrro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.85 20.95 ng 524147 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 64
2 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 62
3 2.9-Dimethvl-2.3.4.5.6.7-hexahvd... 203 C14H21N 077581-11-4 60
4 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 53
5 2H-1-Benzopyran-2-one, 6-acetyl-... 260 C14H1205 129812-31-3 53
Abundance Scan 2697 (17.851 min): BF096825.D (-2689) (-) m/z 218.15 100.00%
218.2
5000
43.0 189.2
133.1161.1
258.3 3172 359.2 17.60 17.80 18.00 18.20
el b bk, 298326718102 9992, 503,15 81.09%
m/z--> 50 100 150 200 250 300 350
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia...
1600 2080
5000
69.0 17.60 17.80 18.00 18.20 :
‘ ‘ 116.0 m/z 43.05 37.26%
\“\H‘Hh ‘\H m\‘ H‘H . \“ ‘.“ I\th l |“.“l — —
m/z--> 150 200 250 300 350
Abundance
218.0
17,60 17.80 18.00 18.20
m/z 189.15 33.02%
5000 190.0 o
69.0
39.0 109.0 147.0
m/z--> 50 100 150 200 250 300 350
Abundance #63450: 2,9-Dimethyl-2,3,4,5,6,7-hexahydro-1H-2-benzazonine
203.0 17.60 17.80 18.00 18.20
70.0 98.0 m/z 69.10 26 .99%
145.0
5000
174.0
m/z--> 50 100 150 200 250 300 350 17,60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO71717\
Data File : BF096825.D

Aca On 17 Jul 2017 17:55

Operator : SJ/JU

Sample : 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Urs-12-en-24-oic acid, 3-ox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.24 250.51 ng 6266640 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urs-12-en-24-oic acid. 3-oxo-. m... 468 C31H4803 020475-86-9 90
2 12-Oleanen-3-vl acetate. (3.alph... 468 C32H5202 033055-28-6 89
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 83
4 _alpha.-Amvrin. trimethvlsilvl e... 498 C33H580Si 1000374-76-6 64
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 46
Abundance Scan 2763 (18.239 min): BF096825.D (-2748) (-) m/z 43.00 100.00%
43.0 218.2
5000 95.1 135.1
[ [ > " 18.00 18.20 18.40 18.60
257.2 : : : :
,J.j. Ly n. 2072 98723984 4885 so7518.20 94.42%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #230811: Urs-12-en-24-oic acid, 3-oxo-, methyl ester, (+)-
218.0
5000
18.00 18.20 18.40 18.60
133.0 m/z 189.20 61.94%
N 1 V'S - A . . .
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
218.0
18.00 18.20 18.40 18.60
5000 m/z 135.10 50.14%
29.0 070 10901470 257.0297.0  368.0408.0 4680

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...  EBAREREE RSy ey
218.0 18.00 18.20 18.40 18.60
m/z 95.10 48.47%

41.0 91.0 133.0
5000 175.0

)

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60

i
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO71717\
Data File : BF096825.D

Acq On 17 Jul 2017 17:55

Operator : SJ/JU

Sample - 14203-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.79 7.9 ng 263855 1 6.61 669945 20.0
unknown6 .39 6.39 72.8 ng 2439190 1 6.61 669945 20.0
Tridecanoic acid 11.66 3.3 ng 79209 4 11.11 478164 20.0
Phenol, 4,4"-(1-m... 12.57 21.9 ng 704902 5 13.73 643997 20.0
Dichloroacetic ac... 13.60 7.6 ng 246166 5 13.73 643997 20.0
Hexadecane, 1-chl... 14.23 3.2 ng 104412 5 13.73 643997 20.0
Hexadecane 14 .52 3.1 ng 78390 6 15.11 500311 20.0
-beta.-Sitosterol 16.92 7.4 ng 184768 6 15.11 500311 20.0
unknown17.10 17.10 9.7 ng 241791 6 15.11 500311 20.0
-beta.-Amyrin 17.31 23.9 ng 598426 6 15.11 500311 20.0
2,2,6-Trimethyl-1_.. 17.40 21.7 ng 542672 6 15.11 500311 20.0
Caparratriene 17.63 179.8 ng 4498920 6 15.11 500311 20.0
3a-Methyl-3,3a-di... 17.85 20.9 ng 524147 6 15.11 500311 20.0
Urs-12-en-24-oic ... 18.24 250.5 ng 6266640 6 15.11 500311 20.0
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