LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011817\
Data File : BF092343.D

Acq On : 18 Jan 2017 11:05

Operator : UM/SJ

Sample - PB96060BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total

4_.667 249 252 268 rBV 1177769 1946511 30.28% 3.983%
5.136 291 293 313 rBV 4389001 4751452 73.91% 9.722%
rBV 4548710 4752690 73.93% 9.725%
6.313 394 396 399 rVB 4932424 4469747 69.53% 9.146%
6.541 414 416 419 rBV 1189751 1056362 16.43% 2.161%
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6.702 427 430 432 rBV 2597388 3540695 55.08% 7.245%
7.113 464 466 469 rBV 2395899 2592494 40.33% 5.305%
7.833 526 529 531 rBV 1175903 1437029 22.35% 2.940%
8.907 620 623 626 rBVY 5019576 5897335 91.73% 12.067%
9.570 679 681 684 rBV 1421078 1865445 29.02% 3.817%

=
QO ~NO®

11 10.370 748 751 753 rBV 3102466 3771478 58.67% 7.717%
12 11.056 808 811 813 rBV 1860175 1991796 30.98% 4_.075%
13 12.645 947 950 952 rBV 5849104 6428763 100.00% 13.154%
14 13.685 1038 1041 1043 rBV 1673779 2039604 31.73% 4.173%
15 14.565 1111 1118 1127 rBV 91049 396529 6.17% 0.811%

16 15.034 1156 1159 1161 rBV 1561745 1866032 29.03% 3.818%
17 15.834 1226 1229 1235 rVB 41745 69344 1.08% 0.142%

Sum of corrected areas: 48873306
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF011817\
BF092343.D

18 Jan 2017 11:05

UM/SJ

PB96060BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092343.D

Acq On : 18 Jan 2017 11:05

Operator : UM/SJ

Sample : PB96060BL

Misc :

ALS Vial : 3 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

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.

4._.67 36.85 ng 1946510 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 252 (4.667 min): BF092343.D (-249) (-) m/z 43.00 100.00%
43
59
5000
101 lllllllllllllllllll
440 460 480 5.00
51 69 83
o.”,”““.”“.mm“.“JL.”w”.wﬁ”,”al.”“”.“”w.”w”.w m/z 59.10 58.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- K
43
5000 R I L L UL
59 440 460 4.80 5.00
m/z 101.00 20.10%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 m/z 58.00 14.72%
41
ol 50 73 86
wﬂmﬁwﬁmﬁm
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 4.40 4.60 4.80 5.00

m/z 41.10 8.81%

5000 41
68
1| 50 | 126 142
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092343.D

Acq On : 18 Jan 2017 11:05

Operator : UM/SJ

Sample : PB96060BL

Misc :

ALS Vial : 3 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

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 unknown6.31 Concentration Rank 1

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

6.31 84 .63 ng 4469750 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 396 (6.313 min): BF092343.D (-394) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTTTT T T T T T T T T
40 _ 54 | 75 104 6.00 6.20 6.40 6.60
o I .6?:.'.| BN -7 A W . S [ N m/z 68.10 44.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SRR RS AR
6.00 6.20 6.40 6.60
2 78 m/z 134.00 33.06%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 660
5000 m/z 66.00 27.41%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B mas m
132 6.00 6.20 6.40 6.60
m/z 69.05 17.91%
117
5000
39 91
51
MRS AN O 3730 -S| AN
m/z--> 10 20 30 40 50 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\BF011817\
Data File : BF092343.D

Acq On : 18 Jan 2017 11:05

Operator : UM/SJ

Sample : PB96060BL

Misc :

ALS Vial : 3 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

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.
14.57 4.25 ng 396529 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 93
2 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 49
3 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 47
4 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 46
5 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 43
Abundance Scan 1118 (14.565 min): BF092343.D (-1111) (-) ; m/z 360.20 100.00%
360
5000 152
179
77 254 14.20 14.40 14.60 14.80
51 103 127 207 228 281
o....,..l.-.,....u,]..l..,l..~-..,1-...'.,...., . m/z 152.10 48.23%
m/z--> 50 100 150 200 250 300 350
Abundance #145066: Dibenzylidene 4,4'-biphenylenediamine A
360
5000 LR SRR LR SIS B
152 14.20 14.40 14.60 14.80
77 179 m/z 179.05 29.05%

47
127 ‘

T e /00 PO - S
m/z--> 50 100 150 200 250 300 350
Abundance

360

1420 14140 14.60 14.80
5000 m/z 361.20 28.73%

0 28 51 78 109129 151 180 214 240258 284 317 342
L I e o s e e B L B e e B L AL B e S L
m/z--> 50 100 150 200 250 300 350

Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... A R
360 14. 20 14. 40 14. 60 14. 80

m/z 359.20 25.14%

5000
207
7 - 180 332
1
0 15 3\9 m \ e 9? dy ol 15\.3\\ JL 225 257 285 314 ‘l { {

m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14. 60 14. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011817\
Data File : BF092343.D

Acq On : 18 Jan 2017 11:05

Operator : UM/SJ

Sample - PB96060BL

Misc :

ALS Vial : 3 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._67 36.9 ng 1946510 1 6.54 1056360 20.0
unknown6 .31 6.31 84.6 ng 4469750 1 6.54 1056360 20.0
Dibenzylidene 4,4_.. 14.57 4.3 ng 396529 6 15.03 1866030 20.0
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