LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085462.D

Acq On : 15 Mar 2016 19:01

Operator : UM/SJ

Sample - PB88908BL

Misc :

ALS Vial : 11 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-BF031516.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

5.121 245 248 253 rBV 157809 230737 5.35% 0.705%
5.521 280 283 285 rBV 3219994 3450092 79.96% 10.548%
rBV 2866706 2999709 69.52% 9.171%
6.676 381 384 387 rBV 3243687 3215945 74.54% 9.832%
6.904 402 404 407 rVB 794362 856644 19.85% 2.619%
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7.064 415 418 421 rBV 2789388 2627698 60.90% 8.033%
7.476 451 454 456 rBV 2200583 2485264 57.60% 7.598%
8.196 514 517 519 rBV 1345817 1228290 28.47% 3.755%
9.270 608 611 614 rBV 3414901 4038813 93.61% 12.347%
9.956 668 671 673 rBV 1154918 1315853 30.50% 4.023%

=
QO ~NO®

11 10.745 737 740 742 rBV 2349042 2561423 59.37% 7.831%
12 11.442 798 801 803 rBV 1079358 1346178 31.20% 4.116%
13 13.031 937 940 942 rBV 3278203 4314638 100.00% 13.191%
14 14.071 1029 1031 1034 rBV 1150945 1041306 24.13% 3.183%
15 15.522 1155 1158 1161 rBV 592460 719766 16.68% 2.200%

16 16.391 1226 1234 1249 rBV 55793 277370 6.43% 0.848%

Sum of corrected areas: 32709726
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF031516\

BF085462.D

15 Mar 2016 19:01

UM/SsJ

PB88908BL

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085462.D

Acq On : 15 Mar 2016 19:01

Operator : UM/SJ

Sample - PB88908BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 4

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

5.12 5.39 ng 230737 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 248 (5.121 min): BF085462.D (-245) (-) m/z 43.05 100.00%
43
59
5000
101 L
51 | 83 4.80 5.00 5.20 5.40
| m/z 59.10 59.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L A UL L A
59 480 500 520 540
m/z 101.10 23.42%
31 101
"w'”ﬂ'“T““|“‘w'“w'“'fi'ga'$'“w'“l“”l“'WH'w
m/z--> 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 17.09%
68
50 126 142
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e R
59 4.80 5.00 5.20 5.40
m/z 41.10 9.34%
5000
41
29 101
"|"'H““"Jlm”'?P“ﬁli""l??" = ""IL"'I""I""I"”I""I DB SARRE SRS UL LR
m/z--> 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 : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085462.D

Acq On : 15 Mar 2016 19:01

Operator : UM/SJ

Sample - PB88908BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 unknown6.68 Concentration Rank 1

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

6.68 75.08 ng 3215950 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 384 (6.676 min): BF085462.D (-381) (-) m/z 132.10 100.00%
132
5000 68
6 Trr|rrrr|yrrrr|yrrrr|rrrr
40 54 | 75 104 6.40 6.60 6.80 7.00
..,....,....,....,".'..?,::..??...' SO -7 A NS . S [ N m/z 68.10 41.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL A U U
6.40 6.60 6.80 7.00
78 m/z 134.10 32.72%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 26.28%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R N Emm e o
132 6.40 6.60 6.80 7.00
m/z 69.10 16.60%
117
5000
39 91
51
27 105
..,”..,.”M,..”hu..4th?ﬁ.lt.“..h,§4.‘:.%ﬁ.ﬂ. T ;%q‘h'“ N RS R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085462.D

Acq On : 15 Mar 2016 19:01

Operator : UM/SJ

Sample - PB88908BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.39 7.71 ng 277370 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 91
2 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B06 1000150-23-7 43
3 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 43
4 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 43
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 38
Abundance Scan 1234 (16.391 min): BF085462.D (-1226) (-) ; m/z 360.20 100.00%
360
5000
179
s1 | 103 17 s00228 254 281 16.00 16.20 16.40 16.60 16.80
b 209288y Ty b Tm/z 152.05  64.91%
m/z--> 50 100 150 200 250 300 350
Abundance #145063: Dibenzylidene 4,4'-biphenylenediamine ;
360
5000 WAL B UL
16,00 16,20 16,40 16.60 16.80
152 272 m/z 179.10 33.18%
179
28 51 77 103 127 | | 202 228 254 |
m/z--> 50 100 150 200 250 300 350
Abundance
104 360
16.00 16.20 16.40 16.60 16.80
5000 m/z 361.20 28.66%
132
i3 8 163 100220
181 247 276 316
m/z--> 50 100 150 200 250 300 350
Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... T EEamE
360 16.00 16.20 16.40 16.60 16.80
m/z 359.20 22 .97%
5000
207
332
180
15 39 w 6¥7 i 9? dy 123 m 1§3m L 225 257 285 314 ‘l { {
m/z--> 50 100 150 200 25'30 300 350 16,00 16,20 16,40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031516\
Data File : BF085462.D

Acq On : 15 Mar 2016 19:01

Operator : UM/SJ

Sample - PB88908BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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... 5.12 5.4 ng 230737 1 6.90 856644 20.0
unknown6 .68 6.68 75.1 ng 3215950 1 6.90 856644 20.0
Dibenzylidene 4,4_... 16.39 7.7 ng 277370 6 15.52 719766 20.0
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