LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088173.D

Aca On : 20 Jun 2016 15:33

Operator : UM/SJ

Sample : PB91373BL

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-BF060716.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 1.655 4 6 14 rVB 281666 455802 17.26% 2.180%
2 1.770 14 16 23 rBvy 1128748 1762269 66.73% 8.429%
3 4.833 282 284 291 rBV 65688 102681 3.89% 0.491%
4 5.267 320 322 336 rBY 1810526 1875088 71.00% 8.969%
5 6.319 412 414 417 rBV 1420421 1724223 65.29% 8.247%

6.433 422 424 427 rBV 1509533 1907693 72.24% 9.125%
6.662 443 444 447 rBV 458252 484751 18.36% 2.319%
6.822 456 458 460 rBV 1806771 1583284 59.95% 7.573%
7.233 492 494 497 rBV 1162675 1156445 43.79% 5.531%
7.953 555 557 559 rBvV 656296 664122 25.15% 3.177%

=
QO ~NO®

11 9.028 648 651 654 rBV 2289277 2384759 90.30% 11.407%
12 9.702 707 710 712 rBV 602966 737321 27.92% 3.527%
13 10.491 776 779 781 rBv2 821322 1151962 43.62% 5.510%
14 11.176 837 839 841 rBvV 910028 802645 30.39% 3.839%
15 12.765 975 978 980 rBV 1941641 2640911 100.00% 12.632%

16 13.805 1066 1069 1071 rBV 696973 774798 29.34% 3.706%
17 15.051 1174 1178 1187 rBV2 24176 120549 4_56% 0.577%
18 15.177 1187 1189 1195 rVB 455011 577650 21.87% 2.763%

Sum of corrected areas: 20906953
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088173.D

Aca On : 20 Jun 2016 15:33

Operator : UM/SJ

Sample : PB91373BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088173.D

Aca On : 20 Jun 2016 15:33

Operator : UM/SJ

Sample : PB91373BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.83 4.24 ng 102681 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 284 (4.833 min): BF088173.D (-282) (-) m/z 43.10 100.00%
43
59
5000
101 I U R
| | 83 440 4.60 4.80 5.00 5.20
e e e e e e m/z 59.10 65.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS UL S L
440 4.60 4.80 5.00 5.20
m/z 101.10 24 .10%
31 101
'W'“'P”Tﬂ'”ﬂ'”I”“I”'W'”'fi'ﬁ%'“'”l”'ﬁ”'ﬂ'”ﬁ'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500 520
5000 m/z 58.10 17.62%
43 101
G 51 71 88
mﬂmﬁwﬁmﬁwﬂw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A mmE e AR ERR
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.38%
5000 41
68
"|“"l“"l“'JhL'?g'dlb"'v"'v"'v"'v"'v"'v%?§v"&4?'w USSR UL SRR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088173.D

Aca On : 20 Jun 2016 15:33

Operator : UM/SJ

Sample : PB91373BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.43 Concentration Rank 1

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

6.43 78.71 ng 1907690 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 424 (6.433 min): BF088173.D (-422) (-) m/z 132.00 100.00%
132
5000 68
96 [T T
40 54 78 06 6.00 6.20 6.40 6.60 6.80
e B m/z 68.10 41.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I A AR L L
6.00 6.20 6.40 6.60 6.80
m/z 134.00 32.20%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 26.78%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl R e e D
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 16.93%
5000 98 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN 1 G N
m/z--> 20 40 100 120 140 160 180 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\BF062016\
Data File : BF088173.D

Aca On : 20 Jun 2016 15:33

Operator : UM/SJ

Sample : PB91373BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 6 Dibenzylidene 4,4"-biphenyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.05 4_.17 ng 120549 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 91
2 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 49
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 49
4 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 43
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 43
Abundance Scan 1178 (15.051 min): BF088173.D (-1174) (-) ; m/z 360.20 100.00%
360
152
5000
179 /\\\
o T 1 o P o ™40 15,00 15,20 1540
"t m/z 152.10 55.18%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4"-biphenylenediamine A
360
5000 152 " 14:80 15.00 15.20 15.40
47 77 179 m/z 179.10 32.33%
N s i h\ 202 228 254
m/z--> 50 100 1éo 200 250 300 350
Abundance
360
' 14:80 15.00 15.20 15.40
5000 m/z 361.20 29.51%
28 51 78 100120151 80 214 240058 284 317 342
m/z--> 50 100 150 200 250 300 350
Abundance #190435: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... e
360 14.80 15.00 15.20 15.40
m/z 359.20 22 .75%
5000
207
332
180
15 39 w 6¥7 n 9? dy 12\3 m 1§3m L 225 257 285 314 ‘l { {
m/z--> 5 100 150 200 2éo 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
Data File : BF088173.D

Acq On : 20 Jun 2016 15:33

Operator : UM/SJ

Sample : PB91373BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.83 4.2 ng 102681 1 6.66 484751 20.0
unknown6 .43 6.43 78.7 ng 1907690 1 6.66 484751 20.0
Dibenzylidene 4,4_... 15.05 4.2 ng 120549 6 15.18 577650 20.0
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