LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 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-BF072517.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 4.528 463 466 474 rBV 9470 18344 3.26% 0.330%
2 5.010 545 548 561 rBV 131021 261082 46.34% 4 .695%
3 6.093 728 732 745 rBV 135118 263605 46.78% 4._.740%
4 6.187 745 748 759 rVB 217850 285905 50.74% 5.141%
5 6.404 782 785 798 rBV 489185 463278 82.22% 8.331%
6 6.563 809 812 827 rBV 168596 174230 30.92% 3.133%
7 6.981 881 883 900 rBV 78379 128841 22.87% 2.317%
8 7.687 1000 1003 1018 rBV 572171 563457 100.00% 10.132%
9 8.769 1183 1187 1196 rBV 221874 200396 35.57% 3.604%
10 9.169 1252 1255 1263 rBvY 37995 39307 6.98% 0.707%
11 9.433 1296 1300 1309 rVB 601687 491581 87.24% 8.840%
12 9.886 1374 1377 1380 rBvV2 7121 7540 1.34% 0.136%
13 10.228 1431 1435 1441 rBvV 102203 116151 20.61% 2.089%
14 10.357 1454 1457 1460 rBVv4 6653 8034 1.43% 0.144%
15 10.904 1547 1550 1554 rBvV 454440 443635 78.73% 7.978%
16 11.045 1572 1574 1577 rBvV3 9996 11280 2.00% 0.203%
17 11.263 1609 1611 1619 rVvB8 10581 17692 3.14% 0.318%
18 11.327 1619 1622 1623 rBvV3 6513 7237 1.28% 0.130%
19 11.345 1623 1625 1627 rBvV3 9731 8032 1.43% 0.144%
20 11.369 1627 1629 1632 rVB3 11449 8831 1.57% 0.159%
21 11.422 1632 1638 1640 rBV6 22418 44528 7.90% 0.801%
22 11.874 1712 1715 1718 rBV5 18605 24521 4 .35% 0.441%
23 12.116 1753 1756 1759 rBV 30759 31240 5.54% 0.562%
24 12.339 1792 1794 1796 rBV 22462 17953 3.19% 0.323%
25 12.433 1808 1810 1814 rBV5 26792 41669 7.40% 0.749%
26 12.486 1816 1819 1825 rVV 190894 205742 36.51% 3.700%
27 12.921 1890 1893 1896 rVB4 50749 44789 7.95% 0.805%
28 12.951 1896 1898 1899 rBV2 28499 19810 3.52% 0.356%
29 13.045 1910 1914 1918 rBV7 42876 91703 16.28% 1.649%
30 13.339 1962 1964 1965 rBV2 42049 38116 6.76% 0.685%

31 13.533 1993 1997 2001 rBV 513009 493990 87.67% 8.883%
32 14.874 2222 2225 2229 rVB 317799 321946 57.14% 5.789%
33 15.745 2371 2373 2377 rVB2 87931 88852 15.77% 1.598%
34 15.974 2410 2412 2417 rVB5 46023 51150 9.08% 0.920%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 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-BF072517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.104 2432 2434 2441 rBVS 40898 71549 12.70% 1.287%
36 16.204 2448 2451 2456 rVB5 66592 86444 15.34% 1.554%
37 16.539 2506 2508 2509 rBV2 32830 18064 3.21% 0.325%
38 16.598 2516 2518 2522 rBV4 45608 85936 15.25% 1.545%
39 16.839 2557 2559 2560 rBV2 32212 32633 5.79% 0.587%
40 17.756 2712 2715 2718 rBV4 23347 23787 4.22% 0.428%
41 17.786 2718 2720 2721 rBVY 19774 8141 1.44% 0.146%
42 17.909 2739 2741 2743 rBV2 24615 19730 3.50% 0.355%
43 17.939 2744 2746 2753 rVBS8 33786 52913 9.39% 0.951%
44 17.992 2753 2755 2758 rBV4 27218 30512 5.42% 0.549%
45 18.033 2760 2762 2770 rVB9 25849 37743 6.70% 0.679%
46 18.156 2782 2783 2784 rBV 31940 16842 2.99% 0.303%
47 18.262 2799 2801 2802 rBV2 24886 22204 3.94% 0.399%
48 18.733 2878 2881 2882 rBV2 19946 20080 3.56% 0.361%

Sum of corrected areas: 5561045

8270-BF072517_.M Thu Aug 10 11:33:07 2017 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097494.D
700000

600000 7
500000 6.40
400000

300000
6.19
200000 6.56
5.01 6.0

100000 6.98
1N
0

L e L N B B L L L N AL B L N B L B NN L B B B NS R N N Y NN S B B B IS B B B B B

T
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: BF097494.D

700000

600000 9.43

500000 10.90

400000

12.49

300000

8.77
200000

10.23

i il BT

e T e T e B R e et

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF097494.D

700000

100000

600000

500000

400000

300000

200000

100000

O e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF072517.M Thu Aug 10 11:33:08 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknown6.19 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.19 12.34 ng 285905 1,4-Dichlorobenzene-d4 6.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17

2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 10
Abundance Scan 749 (6.193 min): BF097494.D (-745) (-) m/z 132.00 100.00%
132.0
5000
68.1
400 540 9.0 580 6.00 6.20 6.40 6.60
....,....ll!..:,:!..,..l.',..7.5?,0....,..!.,%‘??.O....,....,-'.~..,.. m/z 68.10  35.51%
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i o b ok ke sk
a0 7O o m/z 134.00  33.020%
‘ 79.0 :
|||||||||‘||‘||||‘||‘||||‘|‘|||||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||"::: -
mz--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
690 ore Tk oo oot ok ok
5000 m/z 66.10 23.82%
31.0 51.0
79.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e L
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 14 _.25%
5000
33.0 44.0 00 105.0
mz--> 30 40 5'0 6|0 70 8|O 9 100 110 12'0 130 140 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 3 unknownll.42 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.42 2.01 ng 44528 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Molvbdenum hexafluoride 212 F6Mo 007783-77-9 12
2 Bicvclol4.3.01nonane. 4.5-dimeth... 306 C20H3402 1000195-46-7 10
3 5-Ethoxv-4-ethoxvcarbonvimethvlo... 199 C9H13N0O4 010500-74-0 9
4 Carbophenothion sulfone 374 C11H16Cl104PS3 016662-85-4 9
5 2-Fluoro-6-trifluoromethylbenzoi... 404 C22H32F402 1000338-53-6 9
Abundance Scan 1638 (11.422 min): BF097494.D (-1632) (-) m/z 69.00 100.00%

41.0 69.0 g70

5000

11.20 11.40 11.60 11.80
m/z 41.00 88.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71694: Molybdenum hexafluoride

11.20 11,40 11.60 11.80
m/z 97.05  84.57%

5000

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

Abundance
97.0
R B e R
410 209.0 11.20 11.40 11.60 11.80
5000 149.0 m/z 67.00 74.25%
69.0
121.0
177.0 237.0 277.0 306.0
w‘mmﬁmwwﬁwmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60746: 5-Ethoxy-4-ethoxycarbonylmethyloxazole BEEmEEEs
29.0 97.0 143.0 11.20 11.40 11.60 11.80

m/z 177.20 65.70%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl3.05 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.05 3.71 ng 91703 Chrysene-di12 13.53
Hit# of 1 Tentative ID MW  MolForm CAS# Qual
1 Fenoxon sulfoxide 278 C10H1505PS 006552-13-2 1
Abundance Scan 1915 (13.051 min): BF097494.D (-1910) (-) m/z 55.00 100.00%
54.0
9000
8000
7000
6000 12.80 13.00 13.20 13.40
m/z 41.00 64 .96%
5000
4000 95.1
3000 19.0
1871 263.1
149.1 226.1 . LI B e e e
2000 3101 12.80 13.00 13.20 13.40
0
1000 m/z 57.05 49 _72%
m/z--> "'56"20' 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125283: Fenoxon sulfoxide
15.0
109.0
9000 S B o e o
12.80 13.00 13.20 13.40
8000 m/z 69.10 44 .96%
7000
6000
5000
4000 " 1280 13.00 13.20 13.40
m/z 95.10 36.97%
3000 79.0 263.0
2000 39.0
1000
|
Il MH\
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 12.|80 13.'00 13.'20 13.'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 wunknownl5.74 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.74 5.52 ng 88852 Perylene-d12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
3 N-(4-Morpholin-4-vl-phenvD)-2-ni... 377 C17H19N305S 1000374-81-7 41
4 Terephthalic acid. 4-bromophenvl... 362 C17H15Br04 1000323-67-7 38
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 35
Abundance Scan 2372 (15.739 min): BF097494.D (-2371) (-) m/z 191.20 100.00%
191.2
5000 60.1
o1 51.2 LA BN U
300 ' 228.0,,-0 291.1 337.2 397.3 15.40 15.60 15.80 16.00
: m/z 69.10 37.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{ 28.0 LA BN UM
15.40 15.60 15.80 16.00
950 1350 m/z 95.00 35.85%
||||‘||‘|||“|“||“‘|“|‘iu‘u‘u‘|||| — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
15.40 15.60 15.80 16.00 |
0
5000 570 m/z 67.10 27 .35%
270 93.0 149.0
mz-> 50 100 150 200 250 300 350 400
Abundance #200889: N-(4-Morpholin-4-yl-phenyl)-2-nitro-benzenesulfon... R A REER R
191.0 15.40 15.60 15.80 16.00
m/z 109.10 25.79%
5000
390 770 }3%0 | 2210 313.0 347.0377.0
m/z--> §0 160 1%0 200 2éo 360 3%0 460 15%0 15b0 1§8O 1&50 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl5.97 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.18 ng 51150 Perylene-d12 14 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furancarboxamide. N-T7-(2-chlo... 383 C20H14CINO5 1000319-07-5 12
2 Indole-1-carboxvlic acid. 2-isop... 299 C19H25N02 1000210-71-4 11
3 (3.5-Difuran-2-vl-4_.5-dihvdropvr... 296 C16H12N204 1000322-07-8 11
4 3-(Furan-2-carbonvl)-5-p-tolvl-3... 323 C17H13N304 1000296-77-7 11
5 (-)-Pinane-3-carboxylic acid 182 C11H1802 064284-84-0 11
Abundance Scan 2411 (15.968 min): BF097494.D (-2410) (-) m/z 41.05 100.00%
41.0
109.1
5000 71. 2711
147.0 186.2218'2 326.1 -
15.60 15.80 16.00 16.20
m/z 57.05 87.12%
m/z--> 50 100 150 200 250 300 350
Abundance #203873: 2-Furancarboxamide, N-[7-(2-chlorobenzoyl)-2,3-di...
95.0
5000 390 15.60 15.80 16.00 16.20
139.0 244.0 3830 | m/z 109.10  75.15%
. | | 16002040 | 28803003480 |
m/z--> 50 100 150 200 250 300 350
Abundance
83.0
5.0 15.60 15.80 16.00 16.20
5000 138.0 m/z 55.10 75.02%
21,0 1600 2120 2550 2200
m/z--> 50 100 150 200 250 300 350
Abundance #140860: (3,5-Difuran-2-yl-4,5-dihydropyrazol-1-yl)furan-2... B e e o N EEmes
95.0 15.60 15.80 16.00 16.20
m/z 85.10 49 _38%
5000
290 296.0
‘J\ wol )l ‘I. 146'017?'920“4'0
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF072517.M Thu Aug 10 11:33:11 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl6.10 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.10 4.44 ng 71549 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T1-Methvlimidazol-2-vITmethoxv... 284 C15H16N402 1000213-40-6 30
2 _beta.-Alanine. N-(2-furovD)-. d... 323 C18H29NO4 1000321-98-0 27
3 Thienol2.3-blpvridine-2-carboxam... 301 C15H15N302S 1000350-91-4 27
4 Pvridine. 3-(5-furan-2-vI-T1.2.4_.. 319 C18H13N303 1000317-00-3 16
5 Methyl 2-octylcyclopropene-1-hep... 294 C19H3402 005026-66-4 16
Abundance Scan 2433 (16.098 min): BF097494.D (-2432) (-) m/z 55.10 100.00%
58.1
95.1
5000 2071
164.0 282.1
‘ 135.1 252.0 3152 3572 390.2 L SRR SN BN B
: 15.80 16.00 16.20 16.40
el m/z 57.10 89 .58%
m/z--> 50 100 150 200 250 300 350
Abundance #130731: 2-[1-Methylimidazol-2-yl|methoxy-6-methoxy-8-amin...
95.0
5000 R DAL B BN B
284.0 15.80 16.00 16.20 16.40
420 189.0 m/z 95.10 64 .98%
Ll 1840 | 2530 |
m/z--> 50 100 150 200 250 300 350 '
Abundance
95.0
228.0 15.80 16.00 16.20 16.40
5000 1240 166.0 m/z 71.10 56.98%
323.0
43.0
197.0 266.0295.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #145319: Thieno[2,3-b]pyridine-2-carboxamide, 3-amino-6-me... R R R
95.0 15.80 16.00 16.20 16.40
m/z 81.10 54 .04%
5000
191.0 301.0
43.0
L 1360 | 2200 257.0
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl16.20 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.20 5.37 ng 86444 Perylene-d12 14 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R.2S.8R.8Ar)-8-acetoxv-1-(2-hv... 296 C18H3203 1000298-98-4 35
2 1-Oxacvclododec-6-ene-2.10-dione... 210 C12H1803 1000197-15-7 27
3 Furan-2-carboxamide. N.N-diheptvl- 307 C19H33NO02 1000308-20-7 27
4 4 _.8a-Dimethvl-6-(2-methvl-oxiran... 234 C15H2202 1000189-11-4 20
5 2-(4a,8-Dimethyl-6-0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 18
Abundance Scan 2450 (16.198 mm) BF097494.D (-2448) (-) m/z 191.20 100.00%

41.0

5000

388.2 Eama e AR AR
15.80 16.00 16.20 16.40 16.60

m/z 41.00 77 .33%

m/z--> 50 100 150 200 250 300 350
Abundance #141207: (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hydroxyethyl)-1,2,5...
55.0 95.0 191.0
5000 llllllllllllllllll
236.0 15.80 16.00 16.20 16.40 16.60
‘ m/z 55.10 74.48%
i \M hu \ \H\Hﬂl‘\u \ 279.0
m/z--> 50 200 250 300 350
Abundance
95.0
55.0 R B
15.80 16.00 16.20 16.40 16.60
5000 210.0 m/z 123.10 64 .47%
270 137.0
168.0
S T A e B A
m/z--> 50 100 150 200 250 300 350
Abundance #150564: Furan-2-carboxamide, N,N-diheptyl- e o
95.0 15.80 16.00 16.20 16.40 16.60
m/z 57.00 59.03%
5000 138.0 222.0
57.0 . 1800 ?50027§o3°1°
IIII‘IIIIIIIHII IIII L . I‘IIIIIIIIIIIIII IIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl6.60 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.60 5.34 ng 85936 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Glvcine. furan-2-vl-methvl ester 155 C7HONO3 1000306-78-7 25

2 1.3.3-Trimethvl-2-oxabicvclol2.2... 186 C10H1803 056084-15-2 22
3 N-MethvIl-N-(p-nitrophenvD)furfur... 232 C12H12N203 1000243-99-7 22
4 E-11(12-Cvclopropvldodecen-1-ol... 266 C17H3002 1000130-71-0 20
5 Z-11(12-Cyclopropyl)dodecen-1-ol... 266 C17H3002 1000130-71-1 18
Abundance Scan 2518 (16.598 min): BF097494.D (-2516) (-) m/z 43.10 100.00%
43.1 81.1
5000
109.1 11 180.9
: 2321  277.1305.1 3421 T T
16.20 16.40 16.60 16.80 17.00
m/z 81.10 93.07%
m/z--> 50 100 150 200 250 300 350
Abundance #28004: Glycine, furan-2-yl-methyl ester
30.0 81.0
5000 A DA DU A BN
16.20 16.40 16.60 16.80 17.00
m/z 41.10 76.38%
‘ L | ‘\ 123.0 15‘4..0
m/z--> 5|0 1(I)O 1é0 2(I)O 250 3(|)O 3é0
Abundance
69.0
109.0 A DA DU A BN
16.20 16.40 16.60 16.80 17.00
so00l 410 m/z 55.10 73.48%
186.0
142.0
m/z--> o ISIOI B I1(|)OI - Iléol B I2(|)OI B I25|0I B I3(|)OI B I3éol I
Abundance #87258: N-Methyl-N-(p-nitrophenyl)furfurylamine T
81.0 16.20 16.40 16.60 16.80 17.00
m/z 97.10 71.95%
5000
232.0
53.0
15.0 | 119.0 156.0185.0
m/z--> 5|0 1(I)O 1é0 2(I)O 250 3(|)0 3é0 16.|20 16.|40 16.|60 16.|80 17.|00

8270-BF072517.M Thu Aug 10 11:33:13 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl6.84 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.84 2.03 ng 32633 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Alanine. N-(2-furovl)-. o... 295 C16H25N04 1000321-97-8 22
2 1.5-Methano-8H-pvridoll.2-all1.5... 194 C11H18N20 018161-94-9 16
3 Benzamide. 4-fluoro-N-(5-methvl-... 287 C14H10FN30S 1000350-88-6 12
4 Furan-2-carboxvlic acid 4-methan... 344 C15H24N205S 1000300-98-9 12
5 Octane-1,8-diamine, N,N"-bis(2-f... 332 C18H24N204 300717-17-3 10
Abundance Scan 2559 (16.839 min): BF097494.D (-2557) (-) m/z 43.05 100.00%
430 951
5000
142.1 194.1 2552
221.1 287.1 351.1 AT ATt
16.60 16.80 17.00 17.20
m/z 95.10 81.33%
m/z--> 50 100 150 200 250 300 350
Abundance #140192: .beta.-Alanine, N-(2-furoyl)-, octyl ester
95.0
200.0
5000 LR B BRI B B
124.0 mo mmmmﬂmﬂm
‘ ‘ 295.0 m/z 55.00 69.72%
41.0
|‘|‘|H|“|l‘|| |||H| |”||‘||‘||||252.|0|||‘|||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
95.0
" 16.60 16,80 17.00 17.20
m/z 57.10 55.83Y%
5000 184.0 g
44.0
150.0
m/z--> ' "56' - 160" ' 150" "200" "250" "300" "356 -
Abundance #133391: Benzamide, 4-fluoro-N-(5-methyl-2H-[1,2,4]thiadia... b RREmE EE e
95.0 123.0 16.60 16.80 17.00 17.20
m/z 97.10 44 .11%
5000
192.0
39.0 287.0
1600
: .k“;'§ﬁ:. A, w:‘. L2200 200 | S R —
m/z--> 50 100 150 200 250 300 350 mmmmﬂmﬂm

8270-BF072517.M Thu Aug 10 11:33:14 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 11 unknownl7.94 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.04 3.20ng 52013 Perylene-d12 14.87
Hit# of 4 Tentative ID MW  MolForm CAS# Qual

"1 6-(2-Furvimethvlamino-3-phenvl-... 293 CLAHIINTO 1000284-82-3 9

2 Imidazolidin-2-one. 4.5-bis(dich... 410 C17H22C14N20 134126-49-1 4
3 .pi.-Cvclopentadienvl-bis(ethvli... 380 C12H15BrMoN20 1000287-47-6 2

4 4,7-Dichloro-2-(ethyloxy)-2-[(1-... 366 C12H12CI2N20S3 194228-11-0 1
Abundance Scan 2746 (17.939 min): BF097494.D (-2744) (-) m/z 57.10 100.00%
57.1
159.2
5000 239.0
105.9
201.0 29303260 N —
17.60 17.80 18.00 18.20
m/z 81.10 95.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138412: 6-(2-Furylmethyl)amino-3-phenyl-1,2,4-triazolo[4, ...
81.0
293.0 17.60 17.80 18.00 18.20
0
5000 m/z 83.10 91.97%
5001 )\ H 1‘2‘9‘01600 20 |
bl ull by \ !
S M P s
m/z--> 50 150 200 250 300 350 400 N —
Abundance 17.60 17.80 18.00 18.20
55.0 m/z 55.00 74 .82%
5000
" a0 1765 1750 150 1825
213.0 "~ 3310 : : : :
i 8601180 1680 U7 L | “Rr7 8150 U201 Tz 159.20 61.16%
mz--> 50 100 150 200 250 300 350 400
Abundance #202077: .pi.-Cyclopentadienyl-bis(ethylisonitril)-carbony...
26.0
5000 17.60 17.80 18.00 18.20
242.0
| | 5.0 1100 157.01890 i 2?70 352.0384 ¢
b s A G RTINS MR TS L odl S
82m@~-BF0725150.M lﬂm Augolo am 332@4 2$m7 350 400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097494.D

Aca On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample : 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 unknownl18.03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.03 2.34 ng 37743 Perylene-di12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mestanolone 304 C20H3202 000521-11-9 10
2 1.2.3.6-Tetrahvdropvridine. 1-ac... 289 C16H19N0O4 094427-33-5 10
3 3-Acetvl-5-isopropvl-1-(4-methox... 289 C15H19N303 1000210-22-0 10
4 17 .beta.-Hvdroxv-5.alpha.-andros... 305 C19H31NO2 002436-48-8 9
5 Tetracyclo[6.1.0.0(2,4).0(5,7)]n... 288 C21H36 078578-98-0 9
Abundance Scan 2762 (18.033 min): BF097494.D (-2760) (-) m/z 55.00 100.00%
54.0
sLo 124 207.0
5000 '

17.80 18.00 18.20 18.40
m/z 43.10 68.55%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148215: Mestanolone
43.0

123.0
71.0 163.0 231.0

5000 LA B L L L L L L
17.80 18.00 18.20 18.40
m/z 69.05 65.07%
T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
247.0 —
289.0 17.80 18.00 18.20 18.40
5000 2040 m/z 123.10 62.83%

174.0
82.0 115.0 1449

AR RN ARARE AR LAY RARAE BARAN LARAN UULAE RN RARAN BARAN LR LAY BARRS SARAN RARRE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #135141: 3-Acetyl-5-isopropyl-1-(4-methoxyphenyl)-4,5-dihy... e RARREEE RS
43.0 17.80 18.00 18.20 18.40
m/z 81.00 58.58%

218.0

5000

122.0

95.0 149.0176.0

I T I T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080817\
Data File : BF097494.D

Acq On > 9 Aug 2017 3:15

Operator : SJ/JU

Sample - 14655-02 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
unknown6.19 6.19 12.3 ng 285905 1 6.40 463278 20.0
unknownll.42 11.42 2.0 ng 44528 4 10.90 443635 20.0
unknownl13.05 13.05 3.7 ng 91703 5 13.53 493990 20.0
unknownl5.74 15.74 5.5 ng 88852 6 14.87 321946 20.0
unknown15.97 15.97 3.2 ng 51150 6 14.87 321946 20.0
unknown16.10 16.10 4.4 ng 71549 6 14.87 321946 20.0
unknownl16 .20 16.20 5.4 ng 86444 6 14.87 321946 20.0
unknownl16 .60 16.60 5.3 ng 85936 6 14.87 321946 20.0
unknownl16 .84 16.84 2.0 ng 32633 6 14.87 321946 20.0
unknownl7 .94 17.94 3.3 ng 52913 6 14.87 321946 20.0
unknown18.03 18.03 2.3 ng 37743 6 14.87 321946 20.0
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