LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO72717\

Data File : BF097132.D

Aca On - 27 Jul 2017 19:45 Instrument :
Operator : SJ/JU BNA_F

Sample  : 14424-01 i)
Misc i AU-06-072417-A
ALS Vial : 16 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 3.210 218 225 232 rBV 39646 79214 3.77% 0.451%
2 4.628 462 466 484 rVB 220842 324414 15.45% 1.846%
3 5.087 540 544 557 rBVY 2039910 2100356 100.00% 11.950%
4 6.151 720 725 735 rBVY 1766977 1904012 90.65% 10.833%
5 6.257 739 743 754 rVB 2052416 1806685 86.02% 10.279%
6 6.487 778 782 791 rVB 638057 551623 26.26% 3.138%
7 6.639 804 808 819 rBVY 1447641 1340316 63.81% 7.626%
8 7.051 874 878 891 rBVY 1305988 1194012 56.85% 6.793%
9 7.769 996 1000 1008 rBV 776645 658574 31.36% 3.747%
10 8.845 1179 1183 1186 rBvV 1733171 1461986 69.61% 8.318%

11 9.245 1247 1251 1256 rBV 238210 186312 8.87% 1.060%
12 9.510 1293 1296 1301 rBV 623522 588484 28.02% 3.348%

13 9.969 1371 1374 1377 rBV 32091 27123 1.29% 0.154%
14 10.298 1426 1430 1440 rVB 927618 818131 38.95% 4 _.655%
15 10.439 1451 1454 1460 rBV 32610 42069 2.00% 0.239%
16 10.886 1526 1530 1532 rBV2 21602 24078 1.15% 0.137%

17 10.986 1543 1547 1550 rBV 568384 479024 22.81% 2.725%
18 11.404 1615 1618 1622 rBV 158891 139111 6.62% 0.791%
19 11.539 1639 1641 1649 rBV2 40708 46499 2.21% 0.265%
20 12.086 1730 1734 1736 rBV 566224 519049 24.71% 2.953%

21 12.104 1736 1737 1746 rVB 362414 309700 14.75% 1.762%
22 12.192 1748 1752 1755 rBV 126856 110521 5.26% 0.629%

23 12.416 1786 1790 1797 rBV2 55161 68463 3.26% 0.390%
24 12.569 1812 1816 1820 rVB 1343661 1186778 56.50% 6.752%
25 13.480 1968 1971 1978 rVB3 63825 74948 3.57% 0.426%
26 13.610 1989 1993 1996 rBV 624224 573639 27.31% 3.264%
27 13.721 2007 2012 2014 rBvV4 16852 27144 1.29% 0.154%
28 14.110 2076 2078 2082 rBv4 22174 30460 1.45% 0.173%
29 14.139 2082 2083 2087 rBv4 29097 39410 1.88% 0.224%
30 14.663 2170 2172 2174 rBV3 29274 32909 1.57% 0.187%
31 14.957 2218 2222 2228 rVB 406268 462822 22.04% 2.633%
32 15.033 2232 2235 2236 rBV2 34394 35564 1.69% 0.202%
33 15.486 2309 2312 2315 rBvV4 43328 46020 2.19% 0.262%
34 15.815 2366 2368 2376 rBV9 44606 89938 4.28% 0.512%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO72717\

Data File : BF097132.D

Aca On : 27 Jul 2017 19:45

Operator : SJ/JU

3?22'6 i 14424-01 AU-06-072417-A
ALS Vial : 16 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 - 0 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 16.092 2412 2415 2419 rBV6 37069 62090 2.96% 0.353%
36 16.633 2502 2507 2508 rBV5 46874 73033 3.48% 0.416%
37 17.480 2649 2651 2657 rVB7 36371 36818 1.75% 0.209%
38 19.092 2923 2925 2926 rBV2 25519 25167 1.20% 0.143%

Sum of corrected areas: 17576496
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO72717\

Data File : BF097132.D

Aca On : 27 Jul 2017 19:45

Operator : SJ/JU

ﬁ?ggle i 14424-01 AU-06-072417-A
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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: BF097132.D
2000000 5|09 6|26

6.15

1500000 6.64
7.05

1000000

6.49
500000
4.63

3.21

o —————r————— e 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: BF097132.D
2000000

8.85

1500000
12.57

1000000 10.30

77
13.
9,51 10.99 12.09

500000
12.10

11.40 2.19
712,42 13.4
Al ] L YL Y:: W

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: BF097132.D
2000000

1500000

1000000

14.96
500000

1466 [I5.03 15.49 1582 16.09 16.63 17.48

19.09

1114

e N

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO72717\

Data File : BF097132.D

Aca On : 27 Jul 2017 19:45

Operator : SJ/JU

ﬁ?ggle i 14424-01 AU-06-072417-A
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 5

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

4.63 11.76 ng 324414 1,4-Dichlorobenzene-d4 6.49
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. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 466 (4.628 min): BF097132.D (-462) (-) m/z 42.95 100.00%
43.0
5000 590 J\\
101.1 0 A0 ARN Aen E0n
420 440 460 480 500
el SLO L €00 830 | Th/7 59.00 51.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- K
43.0
5000 LA L UL L
59.0 420 440 460 480 500
m/z 58.00 13.83%
S R I -1 b e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
420 440 460 480 500
5000 41.0 m/z 101.10 13.60%
31.0
69.0 870
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— | LA L L BN
59.0 420 4.40 4.60 4.80 5.00
m/z 41.05 8.55%
5000
410 101.0
Ase O Lol 80 wo
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO72717\

Data File : BF097132.D

Aca On : 27 Jul 2017 19:45

Operator : SJ/JU

ﬁ?ggle i 14424-01 AU-06-072417-A
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.26 Concentration Rank 1

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

6.26 65.50 ng 1806690 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 743 (6.257 min): BF097132.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
40,0 o1 Teho 620 640 650
: e B m/z 68.10 40.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR R SRR AR S
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 31.51%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
" 600 620 6.40 6.60
5000 m/z 66.00 25.69%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 \
Abundance #52379: Tranylcypromine-propiony! I B o e Raa
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.01%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R m L b e R R
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO72717\

Data File : BF097132.D

Aca On : 27 Jul 2017 19:45

Operator : SJ/JU

ﬁ?ggle i 14424-01 AU-06-072417-A
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.40 5.81 ng 139111 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 1617 (11.398 min): BF097132.D (-1615) (-) m/z 74.10 100.00%

74.1

5000 430

11.00 11.20 11.40 11.60 11.80
m/z 87.10 70.02%

a3 4711 1001 2272

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

Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 IIII|IIII|IIII|IIII|II
43.0 11.00 11.20 11.40 11.60 11.80
143.0 m/z 43.00 50.91%
I 1710 199.0 227.0 270.0
R RAs B L B A AL BARAR SIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
LI B et e
11.00 11.20 11.40 11.60 11.80
5000 43.0 m/z 55.00 43.00%
9701170 39 1850 2270 2700
L RS AR AARRARaRES S E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester e R B
74.0 11.00 11.20 11.40 11.60 11.80
m/z 41.05 38.47%
5000
43.0
143.0
2130 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 00 11. 20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097132.D

Aca On 27 Jul 2017 19:45

Operator : SJ/JU

Sample : 14424-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.09 21.67 ng 519049 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 98
2 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
3 Methvl 7.12-octadecadienoate 294 C19H3402 1000336-43-8 94
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 94
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 93
Abundance Scan 1735 (12.092 min): BF097132.D (-1730) (-) m/z 67.00 100.00%

67.

41.1
5000

|

178.1 206.1 263.2 2949 11. 80 12. 00 12. 20 12. 40
R ARaREEAY: m/z 55.05 96 .80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

5000
11180 12,00 12.20 1240
m/z 81.05 83.13%

123.0 149.0 178.0

262.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
e o B S o
0 95.0 11.80 12.00 12.20 12.40
5000 4L m/z 95.10 67.31%
123.0 280.0
15.0 150.0 182.0 209.0 236.0
wﬁmﬁmmﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139680: Methyl 7,12-octadecadienoate R ERERREES LTSS S

11,80 12.00 12.20 12.40
m/z 41.10 65.44%

)

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BFO072717\
Data File : BF097132.D

Aca On 27 Jul 2017 19:45

Operator : SJ/JU

Sample : 14424-01

Misc :

ALS Vial : 16 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 13-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.10 12.93 ng 309700 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 91
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 90
3 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 90
4 Methvl 12-hvdroxv-9-octadecenoate 312 C19H3603 1000336-28-8 86
5 13-Methyltetradec-9-enoic acid m... 254 C16H3002 1000365-89-8 83
Abundance Scan 1736 (12.098 min): BF097132.D (-1736) (-)
50

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester

5000

264.0

11104370 1800 2220 296.0

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
5000 B30
29.0
111.0

137.0 180.0 222.0 264.0 296.0

#Wmmmw’mmm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117512: 9-Hexadecenoic acid, methyl ester, (2)-

5000

152.0 195.0 238.0 268.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

AU-06-072417-A



