LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092251.D

Aca On : 13 Jan 2017 19:35

Operator : UM/SJ

Sample = PB95965BL

Misc :

ALS Vial : 12 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 3.981 190 192 202 rVB 44378 80920 1.39% 0.163%
2 4.713 253 256 268 rBVY 1195325 2345840 40.23% 4_.729%
3 5.181 294 297 299 rBV 4747277 5578587 95.68% 11.245%
4 6.244 387 390 392 rBVY 5023776 5166705 88.61% 10.415%
5 6.347 396 399 402 rVB 5375965 5087989 87.26% 10.256%

6.576 417 419 421 rBV 1133552 1160329 19.90% 2.339%
6.724 430 432 435 rBV 3049887 3879857 66.54% 7.821%
7.147 466 469 471 rBV 3349437 3651921 62.63% 7.361%
7.856 528 531 534 rBV 1678507 1780393 30.53% 3.589%
8.942 622 626 628 rBV 5009477 5485523 94.08% 11.057%

=
QO ~NO®

11 9.605 681 684 687 rBV 1541214 1623024 27.84% 3.272%
12 10.405 750 754 756 rBV 2330556 3306618 56.71% 6.665%
13 11.079 811 813 816 rBV 1252875 1702760 29.20% 3.432%
14 12.679 949 953 955 rBV 4890186 5830668 100.00% 11.753%
15 13.708 1041 1043 1046 rBV 1409606 1519881 26.07% 3.064%

16 14.702 1124 1130 1135 rBV 34938 146714 2.52% 0.296%
17 15.068 1159 1162 1164 rBV 966426 1202265 20.62% 2.423%
18 15.880 1230 1233 1238 rVB 29297 59562 1.02% 0.120%

Sum of corrected areas: 49609556
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011317\

BF092251.D

13 Jan 2017 19:35

UM/SsJ

PB95965BL

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092251.D

Aca On : 13 Jan 2017 19:35

Operator : UM/SJ

Sample = PB95965BL

Misc :

ALS Vial : 12 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.
471 40.43ng 2345840  1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 72

000540-88-5 39
001116-98-9 25

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 256 (4.713 min): BF092251.D (-253) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 e
440 460 4.80 5.00
) 71.0 83.0
0...,....,....,....,'....,..!.l,....,....,....,...:,|....,....,....,....,...., m/z 59.10 59.76%
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 LI L L L LB L LN |
59.0 4.40 4.60 4.80 5.00
0
15.0 101.0 m/z 101.10 20.75%
31.0 ‘ 83.0
Tl L .
L o L m L aam
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R o R mR R
57.0 440 4.60 4.80 5.00
5000 m/z 58.10 14.72%
20.0 101.0
ol 20 73.0 85.0
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
59.0 440 4.60 4.80 5.00
m/z 41.10 9.24%
5000 41.0
o U |70 1260 1420
LR o RN N N e RN R RAREE SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092251.D

Aca On : 13 Jan 2017 19:35

Operator : UM/SJ

Sample = PB95965BL

Misc :

ALS Vial : 12 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 unknown6.35 Concentration Rank 1

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

6.35 87.70 ng 5087990 1,4-Dichlorobenzene-d4 6.58
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 399 (6.347 min): BF092251.D (-396) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
600 620 640 6.60
(o} B E e m/z 68.10 47 .45%
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 IBUNRAENSERARE SN
6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.44%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
600 620 640 6.60
5000 m/z 66.00 29.11%
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! R B I S N
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 18.99%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R R A BRI
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011317\
Data File : BF092251.D

Aca On : 13 Jan 2017 19:35

Operator : UM/SJ

Sample = PB95965BL

Misc :

ALS Vial : 12 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.
14.70 2.44 ng 146714 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dibenzvlidene 4.4"-biphenvlenedi...
2 1.3.2-Dioxaborolane. bis(spirol4...
3 Benzaldehvde. 4-hvdroxv-3.5-dime...
4 1.10-Phenanthroline. 2.9-dimethy. ..
5 N,N"-di-2-Naphthyl-p-phenylenedi. ..

360 C26H20N2
360 C20H13B0O6
360 C18H20N206
360 C26H20N2
360 C26H20N2

006311-48-4 91
1000150-23-7 43
014414-32-5 43
004733-39-5 43
000093-46-9 35

Abundance Scan 1130 (14.702 min): BF092251.D (-1124) (-) m/z 360.20 100.00%
360.2
152.1
5000
o B9 o 251 o 130 120 100
43.9 1149 | 20? 0 w282.1
e e T B m/z 152.05 59.57%
m/z--> 50 100 150 200 250 300 350
Abundance #145063: Dibenzylidene 4,4'-biphenylenediamine
360.0
5000 LA L L L L L L L LB
14. 40 14. 60 14. 80 15. OO
152.0 m/z 361.20 31.50%
180.0 272.0
oL 390 770 1250 | 1800 54 ]
i e T
m/z--> 50 100 150 200 250 300 350
Abundance
104.0 360.0
ey
14.40 14.60 14.80 15.00
5000 m/z 179.10 26.94%
76.0 132.0 163.0
=0 2200 276.0
o 1910 = 248.0%700 3160
L e o S O B T e o
m/z--> 50 100 150 200 250 300 350
Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... SR S W— -
360.0 14. 40 14. 60 14. 80 15. OO
m/z 359.20 26 .44%
5000
207.0
332.0
woﬁpgmﬂ201mo 257.0285.0 \{{
Ol S gl gl b e L ML e
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011317\
Data File : BF092251.D

Acq On : 13 Jan 2017 19:35

Operator : UM/SJ

Sample - PB95965BL

Misc :

ALS Vial : 12 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... 4.71 40.4 ng 2345840 1 6.58 1160330 20.0
unknown6 .35 6.35 87.7 ng 5087990 1 6.58 1160330 20.0
Dibenzylidene 4,4_... 14.70 2.4 ng 146714 6 15.07 1202270 20.0
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