LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085665.D

Acq On : 22 Mar 2016 18:18

Operator : UM/SJ

Sample - PB89079BL

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-BF031816.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

5.030 237 240 247 rVB 227619 390422 10.09% 1.322%
5.442 273 276 278 rBV 2546693 3013821 77.88% 10.204%
rBvV 2593584 2949575 76.22% 9.987%
6.596 375 377 380 rBV 2390670 2867208 74.09% 9.708%
6.836 396 398 400 rBV 573635 712509 18.41% 2.412%
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6.985 409 411 414 rBV 2236365 2294528 59.29% 7.769%
7.396 444 447 449 rBV 1873119 1896445 49.00% 6.421%
8.116 507 510 512 rBV 1125007 1017321 26.29% 3.445%
9.190 601 604 607 rBV 2674554 3650003 94.31% 12.358%
9.865 661 663 666 rBvV 910850 1100482 28.44% 3.726%

=
QO ~NO®

11 10.665 729 733 735 rBV2 1741689 2426170 62.69% 8.215%
12 11.351 791 793 796 rBV 1449755 1239915 32.04% 4.198%
13 12.939 929 932 934 rBV 3873190 3870043 100.00% 13.103%
14 13.980 1021 1023 1026 rBV 894824 1151269 29.75% 3.898%
15 15.408 1145 1148 1150 rBV 626065 837640 21.64% 2.836%

16 15.934 1188 1194 1203 rBV 28696 117107 3.03% 0.397%

Sum of corrected areas: 29534458
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085665.D

Acq On : 22 Mar 2016 18:18

Operator : UM/SJ

Sample - PB89079BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085665.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085665.D

Acq On : 22 Mar 2016 18:18

Operator : UM/SJ

Sample - PB89079BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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.

5.03 10.96 ng 390422 1,4-Dichlorobenzene-d4 6.84
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 17
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 240 (5.030 min): BF085665.D (-237) (-) m/z 43.05 100.00%
a3
59
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101 Y I
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Ll 51, | 8.3 | 0
S R R SR AN AR RRARA RARRA RARAN AARAN LALA SALRS ARSI RARRY m/z 59.10 59.64%
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
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Abundance
59
460 480 500 520 540
5000 M m/z 58.10 16.66%
68
o 50 126 142
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Abundance #4330: Butane, 1-ethoxy- R e o R
59 4.60 4.80 5.00 5.20 5.40
31 m/z 41.10 8.35%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085665.D

Acq On : 22 Mar 2016 18:18

Operator : UM/SJ

Sample - PB89079BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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.
15.93 2.80 ng 117107 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 93
2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 46
3 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 43
4 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B06 1000150-23-7 43
5 [-mu.-Fulvalene]bis(cyclopentadi... 360 C20H18V2 1000163-45-2 37
Abundance Scan 1194 (15.934 min): BF085665.D (-1188) (-) ; m/z 360.20 100.00%
360
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3 o 127 | 254 950 3 15.60 15.80 16.00 16.20
o i i ,....,h..ﬂ.,..'.., : m/z 152.05 59.00%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine ;
360
A
5000 152 15.60 15.80 16.00 16.20
47 77 179 m/z 179.10 30.97%
ol s d BT .‘l\ 2002828
m/z--> 50 100 150 200 250 300 350
Abundance
360
15.60 15.80 16.00 16.20
5000 m/z 361.20 27.77%
207
332
NECHE 67 o3 123 153 10 o 257 285 a4
m/z--> 50 100 150 200 250 300 350
Abundance #145068: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- e
360 15.60 15.80 16.00 16.20
m/z 151.10 22.83%
5000
28 51 78 109129 151 }?0 214 240258 284 317 342
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085665.D

Acq On : 22 Mar 2016 18:18

Operator : UM/SJ

Sample - PB89079BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.03 11.0 ng 390422 1 6.84 712509 20.0
Dibenzylidene 4,4_.. 15.93 2.8 ng 117107 6 15.41 837640 20.0
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