LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091918.D

Aca On : 23 Dec 2016 12:31

Operator : UM/SJ

Sample : PB95563BL

Misc :

ALS Vial : 3 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-BF122116.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 4.933 245 249 251 rBVY 1596676 2667677 38.93% 4.639%
2 5.390 286 289 292 rBVY 4891369 5332085 77.82% 9.272%
3 6.430 377 380 383 rBVY 4018659 6135184 89.54% 10.668%
4 6.522 386 388 391 rBVY 4182671 6026281 87.95% 10.479%
5 6.739 405 407 409 rBV 1493333 1318292 19.24% 2.292%

6.899 418 421 423 rBV 4443576 4690335 68.45% 8.156%
7.310 453 457 459 rBV 3393907 4000866 58.39% 6.957%
8.019 516 519 522 rBV 1149148 1760058 25.69% 3.060%
6043987 6851787 100.00% 11.914%
9.779 669 673 675 rBV 1751447 2131794 31.11% 3.707%
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11 10.568 738 742 745 rBV 3622070 4227167 61.69% 7 .350%
12 11.254 799 802 805 rBV 2147849 2001571 29.21% 3.480%

13 12.671 923 926 928 rBV 109335 92925 1.36% 0.162%
14 12.842 938 941 944 rVB 5090688 6355217 92.75% 11.051%
15 13.368 985 987 989 rBV 60647 72640 1.06% 0.126%

16 13.882 1030 1032 1035 rBV 1578017 1706913 24.91% 2.968%
17 15.277 1151 1154 1156 rBV 1065782 1408816 20.56% 2.450%
18 15.311 1156 1157 1161 rVB 78263 96035 1.40% 0.167%
19 15.494 1168 1173 1188 rBV2 32460 201779 2.94% 0.351%
20 15.711 1188 1192 1195 rBV 62101 109696 1.60% 0.191%

21 16.157 1228 1231 1237 rBV 69182 131331 1.92% 0.228%

22 16.694 1274 1278 1282 rBV 45285 99580 1.45% 0.173%
23 17.311 1329 1332 1340 rVB2 35356 92361 1.35% 0.161%
Sum of corrected areas: 57510390
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122316\

BF091918.D

23 Dec 2016 12:31

UM/SsJ

PB95563BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091918.D

Aca On : 23 Dec 2016 12:31

Operator : UM/SJ

Sample - PB95563BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.93 40.47 ng 2667680 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 249 (4.933 min): BF091918.D (-245) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 S I\
4.60 4.80 5.00 5.20
83.0
o Y | A £ N m/z 59.10 63.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL UL U
59.0 460 480 500 520
0,
150 4, 1010 m/z 101.10 24 .04%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 480 5.00 520
5000 m/z 58.10 15.48%
101.0
15.0 58.0
0 28.0 69.0 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R e R manne
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.39%
5000 41.0
o T O =Y 1260 1420 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091918.D

Aca On : 23 Dec 2016 12:31

Operator : UM/SJ

Sample - PB95563BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.52 Concentration Rank 1

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

6.52 91.43 ng 6026280 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 388 (6.522 min): BF091918.D (-386) (-) m/z 132.00 100.00%
132.0
5000 68.1
620 640 6.60 6.80
0 B E e m/z 68.10 49 _.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR AR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.85%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.10 30.80%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! N B e B EEaas
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.21%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN 1 I A
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091918.D

Aca On : 23 Dec 2016 12:31

Operator : UM/SJ

Sample - PB95563BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
15.49 2.86 ng 201779 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 90
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 46
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 46
4 6.7-Dimethvl-2-(4-prop-2-vnvloxv... 360 C21H16N202S 1000296-51-8 35
5 Benzoic acid, 4-(3,4-dihydro-2,4... 361 C20H15N304 317326-96-8 35
Abundance Scan 1173 (15.494 min): BF091918.D (-1168) (-) m/z 360.20 100.00%
360.2
5000 152.1 /\
170.9 L B UL UL R
42.0 45 0 101.1 | r 298.1 2811 15.20 15.40 15.60 15.80
Ol '.',I".'I.' oy W oy ,I'.'.l L. ARE— m/z 152.05 47 .87%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360.0
N A
5000 L S UL UL R
152.0 15.20 15,40 15.60 15.80
77.0 180.0 m/z 361.20 29 .55%
ol—— Im‘\l\ Ihld‘l \Ilcl)f"lol ALy i‘\ e F‘. |2|1?'c|) IZSI\L‘LIOI — ;
m/z--> 50 100 150 200 250 300 350
Abundance
360.0
15,20 15.40 15.60 15.80
5000 m/z 359.20 28.04%
207.0
332.0
39.0 67.0 950123.0 164.0 257.0285.0
O T T I e e
m/z--> 50 100 150 200 250 300 350
Abundance #145069: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- L B e
360.0 15.20 15.40 15.60 15.80
m/z 179.10 23.73%
5000
180.0
o 440 770 1350 1510 | 214.0242.0 283.0 316.0 /
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122316\
Data File : BF091918.D

Acq On : 23 Dec 2016 12:31

Operator : UM/SJ

Sample - PB95563BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.93 40.5 ng 2667680 1 6.74 1318290 20.0
unknown6 .52 6.52 91.4 ng 6026280 1 6.74 1318290 20.0
Dibenzylidene 4,4_... 15.49 2.9 ng 201779 6 15.28 1408820 20.0
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