LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088457.D

Aca On 27 Jun 2016 18:00

Operator : UM/SJ

Sample : H3747-02

Misc :

ALS Vial : 25 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 1.690 6 9 72 rVB 1267742 4015940 100.00% 26.213%
2 4.673 268 270 283 rBV 22767 57347 1.43% 0.374%
3 5.119 307 309 338 rBV 823620 1106675 27.56% 7.224%
4 6.204 402 404 411 rBV 967729 1057272 26.33% 6.901%
5 6.307 411 413 432 rVB 1198473 1216307 30.29% 7.939%

6.536 432 433 443 rBvY 267349 335624 8.36% 2.191%
6.684 445 446 449 rBvV 613688 891467 22.20% 5.819%
7.119 482 484 500 rBvV 381983 709258 17.66% 4.629%
544 546 559 rBV 379847 449541 11.19%% 2.934%
8.902 638 640 643 rBV 1371044 1360561 33.88% 8.881%

=
QO ~NO®
\l
o0}
N
\l

11 9.313 674 676 685 rVB 67426 72960 1.82% 0.476%
12 9.576 696 699 701 rBV 370178 519526 12.94% 3.391%
13 10.365 766 768 777 rBV 539305 708279 17.64% 4.623%
14 11.051 826 828 838 rBV 492657 526879 13.12% 3.439%
15 12.628 964 966 969 rBV 1080621 1308847 32.59% 8.543%

16 13.679 1056 1058 1072 rVB 410844 468315 11.66% 3.057%
17 15.040 1174 1177 1191 rVB 181959 332081 8.27% 2.168%
18 15.280 1191 1198 1207 rBV3 37731 183597 4._.57% 1.198%

Sum of corrected areas: 15320476
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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:\HPCHEM1I\BNA F\DATA\BF062716\

BF088457.D

27 Jun 2016 18:00

UM/SsJ

H3747-02

25 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088457.D

Aca On : 27 Jun 2016 18:00

Operator : UM/SJ

Sample : H3747-02

Misc :

ALS Vial : 25 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 unknown6.31 Concentration Rank 2

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

6.31 72.48 ng 1216310 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 413 (6.307 min): BF088457.D (-411) (-) m/z 132.00 100.00%
5000 o8
0 6 600 620 6.40 6.60
A 54 75 104 . . . .
o S 0l T Ml E N [ m/z 68.10 36.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
3 78 m/z 134.00 32.65%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.05 23.87%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.00 6.20 6.40 6.60
m/z 69.10 14.97%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088457.D

Aca On : 27 Jun 2016 18:00

Operator : UM/SJ

Sample : H3747-02

Misc :

ALS Vial : 25 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 5 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.28 11.06 ng 183597 Perylene-d12 15.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 89
2 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 43
3 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 38
4 1.10-Phenanthroline., 2.9-dimethv... 360 C26H20N2 004733-39-5 38
5 2,7-Dibromopyrene 358 C16H8Br2 102587-98-4 38
Abundance Scan 1198 (15.280 min): BF088457.D (-1191) (- m/z 360.20 100.00%
360
5000 152 /k
73 179 5o S E—
a1 | o7 127 | i | e | 420 15.00 15.20 15.40 15.60
ot e e e e e e e m/z 152.00 48.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190930: Dibenzylidene 4,4'-biphenylenediamine
360
5000 L UL B I UL
152 15.00 15.20 15.40 15.60
47 179 m/z 361.20 27 .38%
0 : -“‘”ﬁ‘ .“.“‘. ‘Lll‘“ ‘12\7\\ \‘\ m h\ 202 2282|5‘|1| T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
104 360
15.00 15.20 15.40 15.60
5000 m/z 179.10 24 .71%
132
43 76 163 220
199 | 247 276 316
O e S o T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #190435: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... R REEmEm e
360 15.00 15.20 15.40 15.60
m/z 73.05 24 .08%
5000
207
180 332
o5 3 008 1818 [ | 228257 28591y | | |
m/z--> 5 100 150 2(')0 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062716\
Data File : BF088457.D

Acq On : 27 Jun 2016 18:00

Operator : UM/SJ

Sample : H3747-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : 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]
unknown6 .31 6.31 72.5 ng 1216310 1 6.54 335624 20.0
Dibenzylidene 4,4_.. 15.28 11.1 ng 183597 6 15.04 332081 20.0
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