LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087901.D

Aca On : 11 Jun 2016 14:40

Operator : UM/SJ

Sample : PB91188BL

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 1.678 6 8 11 rVB 166021 192869 6.39% 0.682%
2 1.724 11 12 22 rVW 601826 1287938 42.69% 4 _.552%
3 1.861 22 24 41 rVB 1574857 2862825 94.88% 10.118%
4 2.078 41 43 79 rvB 58247 343031 11.37% 1.212%
5 4.982 295 297 304 rVB 98507 151865 5.03% 0.537%

5.404 331 334 336 rBV 2111696 2475559 82.05% 8.749%
6.433 421 424 427 rBV 1698496 2267814 75.16% 8.015%
6.570 433 436 438 rBV 2412063 2409488 79.86% 8.516%
6.799 454 456 459 rBB 718619 590199 19.56% 2.086%
6.959 467 470 472 rBV 2203865 1967994 65.23% 6.955%

=
QO ~NO®

11 7.370 503 506 508 rBV 1371508 1669012 55.32% 5.899%
12 8.090 566 569 571 rBV 888937 844963 28.01% 2.986%
13 9.165 660 663 666 rBY 2173579 3017155 100.00% 10.663%
14 9.839 720 722 725 rVB 701766 819803 27.17% 2.897%
15 10.628 788 791 794 rBV2 1276219 1620228 53.70% 5.726%

16 11.325 849 852 854 rBV 1062911 900437 29.84% 3.182%
17 12.914 988 991 994 rBV 2440136 2940980 97.48% 10.394%
18 13.965 1080 1083 1085 rBV 752238 1009014 33.44% 3.566%
19 15.383 1203 1207 1209 rBV 545604 830980 27.54% 2.937%
20 15.840 1242 1247 1256 rVB 23708 92740 3.07% 0.328%

Sum of corrected areas: 28294894
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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\BF061116\

BF087901.D

11 Jun 2016 14:40

UM/SsJ

PB91188BL

3 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\BF061116\
Data File : BF087901.D

Aca On : 11 Jun 2016 14:40

Operator : UM/SJ

Sample : PB91188BL

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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.08 11.62 ng 343031 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 Glvcine 75 C2H5N02 000056-40-6 4
3 1-Butanamine 73 C4H11IN 000109-73-9 3
4 l1sobutvlamine 73 C4H11IN 000078-81-9 3
5 Methane, nitroso- 45 CH3NO 000865-40-7 3

Abundance Scan 43 (2.078 min): BF087901.D (-41) (-) m/z 75.10 100.00%
75
5000 a5
o || e 180 200 220 240
M MM m/z 73.10 77.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 A AR AR e A
1.80 2.00 2.20 2.40
m/z 45.10 39.47%
o M P S e e 10
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
180 200 220 240
5000 m/z 41.10 22 .41%
75
45 57 69
e S S UL S SIS I SUL IS SN S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #747: 1-Butanamine
30 1.80 2.00 2.20 2.40
m/z 47.00 14 _86%
5000
o 18 . 4} 57 7‘3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087901.D

Aca On : 11 Jun 2016 14:40

Operator : UM/SJ

Sample : PB91188BL

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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.98 5.15 ng 151865 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 297 (4.982 min): BF087901.D (-295) (-) m/z 43.00 100.00%
43
59
5000
ot 460 480 500 520 540
83 : : : : :
0...,....,....,....','::..,?3.-!.,....,....,.-...,...:,|....,. m/z 59.10  60.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AN RS RN
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 19.32%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 31 43 73 m/z 58.00 17.13%
o 25 37 53 67 84 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A Baman maas S
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.12%
5000
101
o 15 253137 [ 5 %8 6 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087901.D

Aca On : 11 Jun 2016 14:40

Operator : UM/SJ

Sample : PB91188BL

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

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.57 Concentration Rank 2

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

6.57 81.65 ng 2409490 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 436 (6.570 min): BF087901.D (-433) (-) m/z 132.00 100.00%
5000 68
0 s [l e Piosine £ o 60 by 7.0
o} R B m/z 68.10 37 .85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R AR I
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.75%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 24 .30%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB S B i e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.37%
5000 og M°
o ,\MI,S?,Iqu\,\‘l,,h_ s 189 S| 9
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087901.D

Aca On : 11 Jun 2016 14:40

Operator : UM/SJ

Sample : PB91188BL

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 8 Dibenzylidene 4,4"-biphenyl... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.84 2.23 ng 92740 Perylene-di12 15.38
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 46
3 Pentacvclol18.4.1.1(2.7).1(8.13)... 360 C28H24 101077-60-5 43

000093-46-9 35
1000188-59-8 35

m/z 360.20 100.00%

A

15. 60 15. 80 16. OO 16. 20

m/z 152.05 52 .88%

I

15.60 15. 80 16. OO 16. 20

m/z 361.20 34 .69%

/\

15.60 15. 80 16. 00 16.20

4 N.N"-di-2-Naphthvl-p-phenvlenedi... 360 C26H20N2
5 [2-(4-Methoxy-phenyl)-2H-benzo[g... 360 C22H20N203
Abundance Scan 1247 (15.840 min): BF087901.D (-1242) (-)
360
152
5000
179
57 77 127 254 5gp
SN T W 7 K [N PO RO i i —
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4"-biphenylenediamine
360
5000 15
77 179
a7 103 127 ‘ 254
SN T o P D 7 S
m/z--> 50 100 150 200 250 300 350
Abundance
360
5000
207
332
180
oL15 39 67 93 123 153 205 257 285 314
e e s E o S
m/z--> 50 100 150 200 250 300 350
Abundance #190950: Pentacyclo[18.4.1.1(2,7).1(8,13).1(14,19)]octacos...
0
5000
202 229 253 576 303 329
m/z--> 50 100 150 200 250 300 350

m/z 179.10 29.19%

)

15. 60 15. 80 16. 00 16. 20

m/z 359.20 26.41%

|

15.60 15. 80 16. OO 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061116\
Data File : BF087901.D

Acq On : 11 Jun 2016 14:40

Operator : UM/SJ

Sample : PB91188BL

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]
Propane, 1,l1-dime... 2.08 11.6 ng 343031 1 6.80 590199 20.0
2-Pentanone, 4-hy... 4.98 5.2 ng 151865 1 6.80 590199 20.0
unknown6 .57 6.57 81.7 ng 2409490 1 6.80 590199 20.0
Dibenzylidene 4,4... 15.84 2.2 ng 92740 6 15.38 830980 20.0
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