LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086977.D

Aca On : 13 May 2016 18:09

Operator : UM/SJ

Sample = PB90587BL

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-BF050916.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 1.735 11 13 71 rVB 4075652 8541239 100.00% 19.197%
2 4.742 274 276 292 rBV 462973 918267 10.75% 2.064%
3 5.210 314 317 319 rBVY 2735810 3710822 43.45% 8.340%
4 6.273 407 410 413 rBV 3265386 3446963 40.36% 7.747%
5 6.387 417 420 422 rBV 3163423 3826808 44.80% 8.601%

6.605 437 439 442 rBvY 667596 905186 10.60% 2.034%
6.765 451 453 456 rBV 2995914 2739653 32.08% 6.157%
7.187 487 490 492 rBV 2312864 2658972 31.13% 5.976%
7.896 550 552 555 rBvV 1216517 1192975 13.97% 2.681%
8.982 644 647 649 rBV 3857063 4209150 49.28% 9.460%

=
QO ~NO®

11 9.645 702 705 708 rBV 1386815 1345993 15.76% 3.025%
12 10.433 771 774 777 rBV 2445217 2627224 30.76% 5.905%
13 11.119 832 834 837 rBV 1221575 1395541 16.34% 3.136%
14 12.708 970 973 976 rBV 3438914 4169714 48.82% 9.371%
15 13.748 1062 1064 1067 rBV 1552703 1453662 17.02% 3.267%

16 14.823 1152 1158 1168 rBV2 39229 163511 1.91% 0.367%
17 15.108 1180 1183 1186 rBV 1040296 1187917 13.91% 2.670%

Sum of corrected areas: 44493597
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051316\

BF086977.D

13 May 2016 18:09

UM/SJ

PB90587BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086977.D

Aca On : 13 May 2016 18:09

Operator : UM/SJ

Sample = PB90587BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 20.29 ng 918267 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 7

Abundance Scan 276 (4.742 min): BF086977.D (-274) (-) m/z 43.10 100.00%
43.1
5000 59.1 \L_
IR RN LN L
101.1 4.40 4.60 4.80 5.00
Ol bl 890 831 | Tm/z 59.10  47.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B R
59.0 4.40 4.60 4.80 5.00
0
150 a0 1010 m/z 58.05 12.48%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
440 460 4.80 500
5000 m/z 101.10 10.80%
58.0
150 579 72.0 100.0
O B e o et it
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3942: Diacetamide Emmmaa e EEEma
43.0 440 460 4.80 5.00

m/z 41.10 9.01%

5000 59.0
73.0
101.0
28.0 il \ 86.0 |

e N M PN EBARRARARam=sALEEIEE L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086977.D

Aca On : 13 May 2016 18:09

Operator : UM/SJ

Sample = PB90587BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 3 unknown6.39 Concentration Rank 2

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

6.39 84 .55 ng 3826810 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvporomine-propionvl 189 C12H15N0O 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 420 (6.387 min): BF086977.D (-417) (-) m/z 132.10 100.00%
132.1
5000 68.1 L
00 540 [} %L T 650 640 SR &R
o .U,H...,U..ﬁ,.u'.,”..,....,.... m/z 68.10 41 .22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 NP SR
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.27%
0 ‘ b1 H 1 . !
L L L L L WL L ML LN L ML
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 28.45%
51.0 70.0 86.0
O e
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.14%
74.0
5000 98.0 116.0
3 I | .NM _ul pm..‘ﬁ,..“‘. 180 %8?9.
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051316\
Data File : BF086977.D

Aca On : 13 May 2016 18:09

Operator : UM/SJ

Sample = PB90587BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 5 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.75 ng 163511 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 91
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 50
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 49
4 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 47
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 43
Abundance Scan 1158 (14.823 min): BF086977.D (-1152) (-) m/z 360.30 100.00%
360.3
5000 152.1 /\
571 179.2 Y S SV
] ] 8511130 | i 207.1 25412821 14,60 14.80 15.00 15.20
ol ‘l"""""'I..'..,'....,I'...'.,...., . m/z 152.10 47 .50%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine
360.0
5000 e e
152.0 14.60 14.80 15.00 15.20
77.0 180.0 m/z 361.20 27 .89%
47.0 f' 254.0
ol—— Im‘\l\ Ihld‘l \Ilcl)f"lol ALy i“-“- ‘.‘. |2|1?'9| IM.' — ;
m/z--> 50 100 150 200 250 300 350
Abundance
360.0
'~ 14:60 14.80 15.00 15.20
5000 m/z 179.20 25.26%
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 L . T
360.0 14.60 14.80 15.00 15.20
m/z 359.20 25.16%
5000
0.0
o 440 770 1150 1510 JJ 214.0242.0 283.0 316.0
m/z--> 5'0 100 1&'30 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
Data File : BF086977.D

Acq On : 13 May 2016 18:09

Operator : UM/SJ

Sample - PB90587BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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... 4.74 20.3 ng 918267 1 6.62 905186 20.0
unknown6 .39 6.39 84.5 ng 3826810 1 6.62 905186 20.0
Dibenzylidene 4,4_... 14.82 2.8 ng 163511 6 15.11 1187920 20.0
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