LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094898.D

Acq On : 5 May 2017 4:48

Operator : SJ/MA

Sample - PB98693BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 height area % max. total

5.031 521 526 541 rBV 195127 360777 13.81% 1.827%
5.666 630 634 660 rBV 1329428 2015955 77.18% 10.210%
rBvV 1509612 2065287 79.07% 10.460%
7.384 921 926 939 rVB 1789839 2270978 86.95% 11.502%
7.719 979 983 991 rBvV 422554 494018 18.91% 2.502%
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7.960 1019 1024 1035 rBV 1491205 1709146 65.44% 8.656%
8.619 1130 1136 1155 rBV 1027072 1301756 49.84% 6.593%
9.742 1322 1327 1347 rBV 564132 714392 27 .35% 3.618%
11.519 1623 1629 1649 rBV 2117089 2611909 100.00% 13.228%
12.571 1803 1808 1826 rBV2 573825 787786 30.16% 3.990%

=
QO ~NO®

11 13.865 2023 2028 2045 rBvV 965663 1357455 51.97% 6.875%
12 14.971 2211 2216 2229 rBV 546920 738188 28.26% 3.739%
13 17.295 2606 2611 2630 rBV 1821010 2178605 83.41% 11.034%
14 18.636 2835 2839 2852 rBV 492747 560710 21.47% 2.840%
15 20.300 3118 3122 3131 rBV 422674 517768 19.82% 2.622%

16 20.771 3193 3202 3208 rBV5 21816 60009 2.30% 0.304%

Sum of corrected areas: 19744739
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094898.D

Acq On : 5 May 2017 4:48

Operator : SJ/MA

Sample - PB98693BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF094898.D
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Abundance TIC: BF094898.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094898.D

Acq On : 5 May 2017 4:48

Operator : SJ/MA

Sample - PB98693BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 14.61 ng 360777 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 526 (5.031 min): BF094898.D (-521) (-) m/z 42.95 100.00%
a3
59
5000
101 SR U L
51| 83 | 4.60 4.80 500 5.20 5.40
o} AU | S~ SOV | NS M N m/z 59.00 59.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR U S
59 4.60 4.80 5.00 520 5.40
m/z 101.10 20.52%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.00 15.24%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl- P
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.65%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘ .
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094898.D

Acq On : 5 May 2017 4:48

Operator : SJ/MA

Sample - PB98693BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown7.38 Concentration Rank 1

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

7.38 91.94 ng 2270980 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 925 (7.378 min): BF094898.D (-921) (-) m/z 132.00 100.00%
5000 68
© s |l 7o Cgsrs | T 75 7o 7k T
Ol iyl 7 87 LMO1S L "m/z 68.05 39.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LR UL I R
7.00 7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 31.45%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 65.95 22.98%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S Em e o
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.05 15.56%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094898.D

Acq On : 5 May 2017 4:48

Operator : SJ/MA

Sample - PB98693BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.77 2.32 ng 60009 Perylene-di12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 91
2 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 35
3 5.alpha.-Pregnane-12,20-dione, c... 360 C23H3603 005618-27-9 27
4 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 14
5 Phenanthridine 179 C13H9N 000229-87-8 14
Abundance Scan 3202 (20.771 min): BF094898.D (-3193) (-) ; m/z 360.20 100.00%
360
152
179
5000 . /\\\
70 113 207 P 20.40 20.60 20.80 21.00
0 — e m/z 152.10 55.71%
m/z--> 50 100 150 200 250 300 350
Abundance #190929: Dibenzylidene 4,4'-biphenylenediamine
360
152
5000 77 179 RIS AL LA BN
51 20,40 20.60 20.80 21.00
‘ 103 157 o7 m/z 179.20 50.77%
254
oL, H\k\ .“.H‘. ‘; I‘“ Iml‘\\\l‘\;\ N - \l‘ 2|02 |22|8| Ih\l .“ IS
m/z--> 50 100 150 200 250 300 350
Abundance
360
20.40 20. e'o' 'zbéo' 21.00 al
5000 115 m/z 57.10 37 .99%
® o 93 180 217
0 140 163 | 200 | 234252
m/z--> 50 100 150 200 250 300 350
Abundance #190869: 5.alpha.-Pregnane-12,20-dione, cyclic 12-(ethylen... LI B o
360 20.40 20,60 20.80 21.00
99 m/z 361.20 36.45%
5000
126145 173195 231 | 272 20837
0 - NSNS M-

m/z--> 50 100 150 200 250 300 350 20 40 20. 60 20. 80 21. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094898.D

Acq On : 5 May 2017 4:48

Operator : SJ/MA

Sample - PB98693BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 14.6 ng 360777 1 7.72 494018 20.0
unknown? .38 7.38 91.9 ng 2270980 1 7.72 494018 20.0
Dibenzylidene 4,4_... 20.77 2.3 ng 60009 6 20.30 517768 20.0
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