LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090424.D

Aca On : 6 Oct 2016 18:04

Operator : UM/SJ

Sample : PB93820BL

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-BF100516.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 5.206 248 251 257 rVB 1221184 1801341 17.96% 2.573%
2 5.606 283 286 288 rBVY 6415185 6738021 67.20% 9.624%
3 6.623 371 375 377 rBVY 6671088 7525253 75.05% 10.748%
4 6.760 384 387 390 rBY 5801714 7136068 71.17% 10.192%
5 6.989 405 407 410 rBV 953354 1312799 13.09% 1.875%

7.149 419 421 424 rVB 4607492 5484181 54.69% 7.833%
7.560 454 457 459 rBV 4506116 5062250 50.48% 7.230%
8.280 518 520 523 rBV 1999823 1837172 18.32% 2.624%
9.366 612 615 617 rBV 8757973 8776098 87.52% 12.535%
9.938 661 665 672 rVB 92131 164888 1.64% 0.236%

=
QO ~NO®

11 10.040 672 674 677 rBV 2019391 2035790 20.30% 2.908%
12 10.840 740 744 746 rBV 4877172 5679330 56.64% 8.112%
13 11.538 802 805 807 rBV 2384332 2265147 22.59% 3.235%
14 13.138 941 945 947 rBV 7657385 10027446 100.00% 14.322%
15 14.178 1034 1036 1039 rBV 1511279 2103553 20.98% 3.004%

16 15.687 1165 1168 1171 rBV 1488419 1832728 18.28% 2.618%
17 16.990 1272 1282 1288 rVB 46612 232325 2.32% 0.332%

Sum of corrected areas: 70014390
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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\BF100616\
BF090424.D
6 Oct 2016 18:04
UmM/sJ
PB93820BL

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF100516.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\BF100616\
Data File : BF090424.D

Aca On : 6 Oct 2016 18:04

Operator : UM/SJ

Sample : PB93820BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 27.44 ng 1801340 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 251 (5.206 min): BF090424.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 R SN U L L
| 111 83.0 | 480 5.00 5.20 5.40 5.60
o R i M m/z 59.10 60.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L L
59.0 480 500 520 540 560
m/z 101.10 19.84%
%1‘.0 L1 L 83.0 10%.0
G R R R SR AN ARAR RRARA RARSA RARAN LARAN LALASALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 5.40 560
5000 410 m/z 58.10 17.81%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R R R e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 8.75%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W [Trrorr ot
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090424.D

Aca On : 6 Oct 2016 18:04

Operator : UM/SJ

Sample : PB93820BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 2 unknown6.76 Concentration Rank 1

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

6.76 108.72 ng 7136070 1,4-Dichlorobenzene-d4 7.00
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 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 387 (6.760 min): BF090424.D (-384) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 LSRR SR UL R
40.0 | 1150 J 6.40 6.60 6.80 7.00
01 L m/z 68.10 51.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 LSRR SR R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.39%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 31.63%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 20.10%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| T e
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090424.D

Aca On : 6 Oct 2016 18:04

Operator : UM/SJ

Sample : PB93820BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 Dibenzylidene 4,4"-biphenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.99 2.54 ng 232325 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 93
2 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 43
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 43
4 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 43
5 Ethene, 1-(anthracen-9-yl)-2-(4-... 360 C27H200 1000163-55-1 38
Abundance Scan 1282 (16.990 min): BF090424.D (-1272) (-) m/z 360.15 100.00%
360.1
152.0 ///\\V
5000
179.0
w1 T ey | J| 2250 12810 16/60 16,30 1700 17,20 1740
ob— b iy e T e e m/z 152.00 61.35%
m/z--> 50 100 150 200 250 300 350
Abundance #190930: Dibenzylidene 4,4"-biphenylenediamine
360.0
5000 R R SURBLRE UL B
152.0 16.60 16.80 17.00 17.20 17.40
77.0 179.0 m/z 179.00 33.15%
4r.0 104.0 ‘ 254.0
ob— 'H““P Ihld‘l h |“‘..‘. 1Ly i\ - hl\l |2|1?'c|) — .. o e i
m/z--> 50 100 150 200 250 300 350
Abundance
104.0 360.0
16.60 16.80 17.00 17.20 17.40
5000 m/z 361.20 31.90%
132.0
130 60 163.0 7200
. 1010 247.0276.0 316.0
m/z--> " 50 100 150 200 250 300 350
Abundance #190932: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- B R s e s
360.0 16.60 16.80 17.00 17.20 17.40
m/z 359.20 29 .58%
5000
o 51.0 780 1150 1510 f8?'0 214.0 257.0284.0 317.0
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100616\
Data File : BF090424.D

Acq On : 6 Oct 2016 18:04

Operator : UM/SJ

Sample - PB93820BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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]
2-Pentanone, 4-hy... 5.21 27.4 ng 1801340 1 7.00 1312800 20.0
unknown6 .76 6.76 108.7 ng 7136070 1 7.00 1312800 20.0
Dibenzylidene 4,4_.. 16.99 2.5 ng 232325 6 15.69 1832730 20.0
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