LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085330.D

Acq On : 10 Mar 2016 13:36

Operator : UM/SJ

Sample - PB88788BL

Misc :

ALS Vial : 3 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-BF030316.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

5.156 249 251 256 rBV 195687 248357 5.33% 0.709%
5.556 283 286 288 rBV 3222593 3822348 82.01% 10.909%
rBV 2654209 3587851 76.98% 10.240%
6.710 384 387 389 rBV 3438147 3940726 84.55% 11.247%
6.939 405 407 409 rBV 1086446 926305 19.87% 2.644%
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7.099 418 421 423 rBV 3010806 3166114 67.93% 9.036%
7.499 453 456 458 rBV 2341881 2388445 51.24% 6.817%
8.219 517 519 522 rBV 1218354 1178665 25.29% 3.364%
9.305 610 614 616 rBV 3142648 4660838 100.00% 13.302%
9.979 670 673 675 rBV 1447773 1363106 29.25% 3.890%

=
QO ~NO®

11 10.768 739 742 744 rBV 2523670 2572122 55.19% 7.341%
12 11.465 800 803 805 rBV 1351824 1296790 27.82% 3.701%
13 13.054 939 942 944 rBV 4138210 3992057 85.65% 11.394%
14 14.105 1031 1034 1036 rBV 856017 1001084 21.48% 2.857%
15 15.557 1158 1161 1164 rBV 493181 718317 15.41% 2.050%

16 16.528 1239 1246 1258 rBV2 38610 174283 3.74% 0.497%

Sum of corrected areas: 35037408
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LSC Report - Integrated Chromatogram

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085330.D

Acqg On : 10 Mar 2016 13:36

Operator : UM/SJ

Sample - PB88788BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085330.D
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085330.D

Acq On : 10 Mar 2016 13:36

Operator : UM/SJ

Sample - PB88788BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.16 5.36 ng 248357 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 251 (5.156 min): BF085330.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
101 AR RAERS SRR BN
51 | 83 | 4.80 5.00 520 5.40
S 2 S U, m/z 59.10 58.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I UL L UL B
59 480 500 520 540
m/z 101.10 21.56%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.77%
68
50 126 142
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- S ABRBEREEE e
59 480 5.00 520 5.40
31 m/z 41.10 9.34%
5000 41
73
1\5 L[| 51 ‘ . ‘ 87 102
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 : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085330.D

Acq On : 10 Mar 2016 13:36

Operator : UM/SJ

Sample - PB88788BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.71 Concentration Rank 1

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

6.71 85.08 ng 3940730 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 387 (6.710 min): BF085330.D (-384) (-) m/z 132.10 100.00%
132
5000 68
| % 6.0 6.60 680 7.00
40 54 . . . .
ot ) 7 er L agsus )l n/; 68.10  36.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ABERRRSE SARSE AR RARES
6.40 6.60 6.80 7.00
21 51 78 m/z 134.10 33.30%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.0 6.60 680 7.00
5000 67 m/z 66.10 22.13%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl e R R
57 132 6.40 6.60 6.80 7.00
24 m/z 96.10 15.34%
5000 og 0
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN | SN
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF030316.-M Fri Mar 11 16:31:30 2016 Page: 4



Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085330.D

Acq On : 10 Mar 2016 13:36

Operator : UM/SJ

Sample - PB88788BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.
16.53 4.85 ng 174283 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 90
2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 50
3 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B06 1000150-23-7 47
4 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 47
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 43

Abundance Scan 1246 (16.528 min): BF085330.D (-1239) (-) ; m/z 360.20 100.00%
360
5000 152
179
3%~‘3l7||“19712|7| 203228 224 281 16.20 16.40 16.60 16.80 :
e L e T e e o m/z 152.10 51.61%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 152 16.20 16.40 16.60 16.80 |
47 77 179 m/z 179.10 32.09%
N s i h\ 202 228 254
m/z--> 50 100 1éo 200 250 300 350
Abundance
360
16.20 16.40 16.60 16.80 |
5000 m/z 361.20 29.72%
207
332
180
15 39 67 93 123 153 225 257 285 314
m/z--> 50 100 150 200 250 300 350
Abundance #144845: 1,3,2-Dioxaborolane, bis(spiro[4—2':5—2"]indan9),... TT T T T T[T T T[T T T T [TTTT
104 360 16.20 16.40 16.60 16.80
m/z 359.20 25.46%
5000
132 163
200220 276 316
u\‘JIMMJ\M : ‘4811 ‘ 247“"\'1""1”"” SRS SN S
m/z--> 50 150 200 250 300 350 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085330.D

Acq On : 10 Mar 2016 13:36

Operator : UM/SJ

Sample - PB88788BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 5.4 ng 248357 1 6.94 926305 20.0
unknown6.71 6.71 85.1 ng 3940730 1 6.94 926305 20.0
Dibenzylidene 4,4_... 16.53 4.8 ng 174283 6 15.56 718317 20.0
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