LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\
Data File : BF090350.D

Acq On > 4 Oct 2016 19:07

Operator : UM/SJ

Sample : PB93723BL

Misc :

ALS Vial : 5 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-BF100416 .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

5.217 249 252 254 rBV 878624 1356337 18.78% 2.445%
5.617 284 287 289 rBV 6406666 6483273 89.78% 11.685%
rBV 5487194 5410009 74.91% 9.751%
6.771 385 388 391 rBV 5997364 5892747 81.60% 10.621%
7.011 406 409 411 rBV 1629211 1565750 21.68% 2.822%
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7.172 420 423 425 rBV 3595610 4852708 67.20% 8.746%
7.572 455 458 460 rBV 3793730 4185516 57.96% 7.544%
8.292 519 521 524 rBV 2098147 2020125 27.97% 3.641%
9.377 613 616 618 rBY 6879481 7221666 100.00% 13.016%
10.052 673 675 678 rVB 2624150 2187754 30.29% 3.943%

=
QO ~NO®

11 10.840 741 744 747 rBV 3775443 3586817 49.67% 6.465%
12 11.538 803 805 808 rBV 1475520 1893988 26.23% 3.414%
13 13.138 942 945 947 rBV 6536239 5913578 81.89% 10.658%
14 14.189 1034 1037 1039 rBV 1775821 1551090 21.48% 2.796%
15 15.698 1166 1169 1171 rBV 832613 1194782 16.54% 2.153%

16 17.001 1278 1283 1292 rBV 39840 166946 2.31% 0.301%

Sum of corrected areas: 55483086
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\
Data File : BF090350.D

Acq On : 4 Oct 2016 19:07

Operator : UM/SJ

Sample : PB93723BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF100416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090350.D
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6000000
5000000
4000000
3000000
2000000 14.19

1000000 15.70
17.00

0 L e L B S A e B A B B R N AR

L
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF100416.M Wed Oct 05 19:15:36 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\
Data File : BF090350.D

Acq On : 4 Oct 2016 19:07

Operator : UM/SJ

Sample : PB93723BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.22 17.33 ng 1356340 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 Acetone 58 C3H60 000067-64-1 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 252 (5.217 min): BF090350.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 540 560
83 : : : : :
o/ A ..':|,....,~....',|....,....,....,....,....,2.97.. m/z 59.10 53.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrer T T T Ty T T T T T
59 4.80 5.00 520 5.40 5.60
m/z 58.10 19.29%
15 4 101
mi 1y ' 83 L ‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540 560
5000 M m/z 101.10 17.16%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime e
43 480 5.00 520 5.40 5.60
m/z 41.10 7.78%
5000
101
15 31 | ey 86
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\
Data File : BF090350.D

Acq On : 4 Oct 2016 19:07

Operator : UM/SJ

Sample : PB93723BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.77 Concentration Rank 1

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

6.77 75.27 ng 5892750 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 388 (6.771 min): BF090350.D (-385) (-) m/z 132.00 100.00%
68
5000
40 54 %0 6.40 6.60 6.80 7.00 7.20
0 82 Lails 207 281 m/z 68.10 54.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14491: 5-Aminoindole
132
5000 R U R L
6.40 6.60 6.80 7.00 7.20
104 m/z 134.00 33.72%
o275 %o |
m/z--> 20 40 60 86 100 120 140 160 180 200 220 240 260 280
Abundance
57 132
74 6.40 6.60 6.80 7.00 7.20
5000 gg 116 m/z 66.10 32.79%
0 158 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #2798: 2-Cyclohexen-1-one R L B T

68 6.40 6.60 6.80 7.00 7.20
m/z 69.10 20.72%

5000

39 9%

o 15 53
L T I TTrrr I T UL I UL I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100416\
Data File : BF090350.D

Acq On : 4 Oct 2016 19:07

Operator : UM/SJ

Sample : PB93723BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
17.00 2.79 ng 166946 Perylene-d12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 90
2 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 47
3 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 43
4 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B06 1000150-23-7 38
5 Silane, dimethyl(4-bromophenoxy)... 358 C1l6H27Br02Si 1000347-11-2 37
Abundance Scan 1283 (17.001 min): BF090350.D (-1278) (-) ; m/z 360.10 100.00%
360
152
5000 179
44 254 AU PR B B
I llmn? 007 281 16.60 16.80 17.00 17.20 17.40
ol 1 ||.|”.| "|"I"|""||"'"'|""| . m/z 152.00 66 .33%
m/z--> 50 100 150 200 250 300 350
Abundance #190926: Dibenzylidene 4,4"-biphenylenediamine A
360
5000 AU SN I B
16.60 16.80 17.00 17.20 17.40
152 272 m/z 179.05 36.48%
179
oL_28 51 77 103 127 | T 202 228 254 |
m/z--> 50 100 150 200 2éo 300 350
Abundance
360
1660 16.80 17.00 17.20 17.40
5000 m/z 361.10 29.43%
78 180
28 51 109129 151 214 240258 284 317 342
m/z--> 50 100 150 200 250 300 350
Abundance #190435: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro... B e T S
16.60 16.80 17.00 17.20 17.40
m/z 359.20 28.51%
5000
207
180 332
0 15 3\9 m 6¥7 i 9? 112\3. 1?3\\ JL 225 257 285 314 ‘\ { {
m/z--> 50 100 150 200 @ 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\BF100416\
Data File : BF090350.D

Acq On > 4 Oct 2016 19:07

Operator : UM/SJ

Sample : PB93723BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100416_.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... 5.22 17.3 ng 1356340 1 7.01 1565750 20.0
unknown6 .77 6.77 75.3 ng 5892750 1 7.01 1565750 20.0
Dibenzylidene 4,4_... 17.00 2.8 ng 166946 6 15.70 1194780 20.0
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