LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031115\
Data File : BF077689.D

Aca On : 11 Mar 2015 15:05

Operator : TP/1Z

Sample : PB82044BL

Misc :

ALS Vial : 10 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-BF031115.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 1.344 37 40 43 rBY 5348165 5692291 100.00% 30.672%
2 4.933 352 354 361 rBV 166745 201183 3.53% 1.084%
3 5.459 397 400 402 rBVY 1117312 1244729 21.87% 6.707%
4 6.739 509 512 514 rBVY 1025630 1258835 22.11% 6.783%
5 6.876 522 524 527 rBVY 1302956 1294631 22.74% 6.976%

7.173 547 550 552 rBV 248683 296239 5.20% 1.596%
7.356 564 566 568 rBV 1161370 1057680 18.58% 5.699%
7.859 608 610 613 rBvV 736657 661005 11.61% 3.562%
8.739 685 687 690 rBvV 273485 359375 6.31% 1.936%
10.088 803 805 808 rBV 1647855 1487411 26.13% 8.015%

=
QO ~NO®

11 10.911 875 877 880 rvVB 450723 440622 7.74% 2.374%
12 11.894 960 963 965 rBV 849118 917715 16.12% 4.945%
13 12.751 1036 1038 1041 rVB 517940 477651 8.39% 2.574%
14 14.740 1210 1212 1215 rBV 1315205 1870023 32.85% 10.076%
15 16.020 1322 1324 1327 rBV 358957 508444 8.93% 2.740%

16 17.700 1468 1471 1474 rBV 393857 497201 8.73% 2.679%
17 19.071 1584 1591 1603 rBV 75843 293501 5.16% 1.581%

Sum of corrected areas: 18558536
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF031115\
: BFO77689.D

: 11 Mar 2015 15:05

: TP/1Z

: PB82044BL

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P
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5000000

4000000

3000000

2000000

1000000

TIC: BFO77689.D

5.46

4.93

6.7

7.36

7.17

0
Time-->

1.00

T T T
3.50 4.00 4.50 5.00 5.50

1.50

2.00 2.50

3.00

6.00 6.50

7.00

7.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BFO77689.D
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TIC: BFO77689.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BF077689.D

Aca On : 11 Mar 2015 15:05

Operator : TP/1Z

Sample - PB82044BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl.34 Concentration Rank 1

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

1.34 384.30 ng 5692290 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 40 (1.344 min): BFO77689.D (-37) (-) m/z 73.10 100.00%
3
43
5000
89
rrrrrryrTTTTyT T T T T T T
55 1.00 1.20 1.40 1.60
O e L L 88 80 L m/z 43.05 53.57%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 ENSEBESSEBE R S
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 32.49%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 100 120 140 160
5000 m/z 41.10 10.84%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine B e a
43 1.00 1.20 1.40 1.60
32 m/z 45.10 8.69%
58 89
5000 18
0 “ 24 | 1 53 1 7\2\
L SRR S S LA UL SR SULLELN FUL LS S NSEBESUABE RE SRR
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BF077689.D

Aca On : 11 Mar 2015 15:05

Operator : TP/1Z

Sample - PB82044BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.93 13.58 ng 201183 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 t-Butyl ethyl ether 102 C6H140 1000118-18-4 9

Abundance Scan 354 (4.933 min): BFO77689.D (-352) (-) m/z 43.10 100.00%
a3
59
5000
101 ISR RN AN
51 | 83 | 4.60 4.80 5.00 5.20
MM MR NS m/z 59.10 55.91%
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
5000 59 4.60 480 500 520
m/z 101.00 19.19%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 480 500 520
5000 M m/z 58.10 16.70%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime A e
43 4.60 4.80 5.00 5.20
m/z 41.10 8.83%
5000
101
15 ;| 3P e e
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY ISR ERE URE RAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BF077689.D

Aca On : 11 Mar 2015 15:05

Operator : TP/1Z

Sample - PB82044BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.88 Concentration Rank 2

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

6.88 87.40 ng 1294630 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 524 (6.876 min): BF077689.D (-522) (-) m/z 132.00 100.00%
132
5000 68
96 R U S R
40 gy -8 06 6.60 6.80 7.00 7.20
01 L m/z 68.10 42 .34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L L LU I I
6.60 6.80 7.00 7.20
31 51 m/z 134.00 32.69%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
660 6.80 7.00 7.20
5000 m/z 66.10 26 .54%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! T .n. e
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 16.85%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN | G A S
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BF077689.D

Aca On : 11 Mar 2015 15:05

Operator : TP/1Z

Sample - PB82044BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
19.07 11.81 ng 293501 Perylene-di12 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 87
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 49
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 49
4 Pentacvclol18.4.1.1(2.7).1(8.13)... 360 C28H24 101077-60-5 43
5 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 43
Abundance Scan 1591 (19.071 min): BF077689.D (-1584) (-) ; m/z 360.20 100.00%
360
5000 152
179
51 77 127 \ 208 254 g1 18.80 19.00 19.20 19.40
oL Sro etz | corZ8 T2 | h/z 152.10  47.06%

m/z--> 50 100 150 200 250 300 350
Abundance #145063: Dibenzylidene 4,4'-biphenylenediamine
360

5000 R EmE i e
1880 19. OO 19. 20 19. 40

152 m/z 179.10 31.17%

179 272
oL_28 51 77 103 127 | | 202 228 254 |
L e e e T S
m/z--> 50 100 150 200 250 300 350
Abundance
360

18.80 19. 00 19. 20 19.40

5000 m/z 361.20 29.19%
207
332
180
NECHE 67 93 123 153 225 257 285 314
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #145068: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- R R
360 1880 19. 00 19. 20 19. 40

m/z 359.20 25.85%

5000
o 28 51 78 109129151 180 514 240258 284 317 342 |

m/z--> 50 100 150 200 250 300 350 18. 80 19. 00 19. 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031115\
Data File : BF077689.D

Acq On : 11 Mar 2015 15:05

Operator : TP/1Z

Sample - PB82044BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.M
Quant Title : 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]
unknownl .34 1.34 384.3 ng 5692290 1 7.17 296239 20.0
2-Pentanone, 4-hy... 4.93 13.6 ng 201183 1 7.17 296239 20.0
unknown6 .88 6.88 87.4 ng 1294630 1 7.17 296239 20.0
Dibenzylidene 4,4_.. 19.07 11.8 ng 293501 6 17.70 497201 20.0
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