LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101723.D

Acq On : 26 Dec 2017 19:46

Operator : SJ/JU

Sample : PB105334BL

Misc :

ALS Vial : 4 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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
1 5.028 497 500 514 rBvV 154525 294784 8.29% 1.007%
2 5.416 562 566 593 rBV 2265544 3246001 91.29% 11.087%
3 6.428 735 738 757 rBV 2559806 3125199 87.90% 10.674%
4 6.557 757 760 776 rVB 2957772 3046402 85.68% 10.405%
5 6.787 796 799 808 rBV 854057 817129 22.98% 2.791%

6.940 821 825 844 rBV 2453224 2508371 70.55% 8.568%
7.357 892 896 918 rBV 1829154 2064881 58.08% 7.053%
8.069 1013 1017 1038 rBV 1014068 1085652 30.53% 3.708%
9.139 1195 1199 1214 rBV 3321779 3555522 100.00% 12.144%
9.822 1311 1315 1327 rBV2 1172586 1151759 32.39%% 3.934%

=
QO ~NO®

11 10.616 1447 1450 1472 rBV 1613870 2041415 57.42% 6.973%
12 11.316 1565 1569 1591 rBV 1157320 1210373 34.04% 4._.134%
13 12.898 1833 1838 1841 rBV 3341844 3215136 90.43% 10.982%
14 13.969 2016 2020 2034 rBV 857955 1018103 28.63% 3.477%
15 15.433 2265 2269 2284 rVV 489884 810433 22.79%% 2.768%

16 15.798 2327 2331 2338 rVB 28231 42469 1.19% 0.145%
17 16.286 2408 2414 2420 rBV4 21613 44022 1.24% 0.150%
Sum of corrected areas: 29277651
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF122617\

BF101723.D

26 Dec 2017 19:46

SJ/JuU

PB105334BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .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:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101723.D

Acq On : 26 Dec 2017 19:46

Operator : SJ/JU

Sample : PB105334BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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.

5.03 7.22 ng 294784 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 2-Pentanone 86 C5H100 000107-87-9 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 500 (5.028 min): BF101723.D (-497) (-) m/z 43.00 100.00%
43
5000
1ot 460 4.80 500 520 540
ot B 2T Th/7 59.00 52 51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 16.57%
15 4 101
mi 1y ' 83 \‘
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
21 460 480 500 520 540
5000 m/z 58.00 14 .95%
86
o 70 101
AL SULLEL FLLELEL SURLLEL SURLEL WAL DAL IR AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.22%
5000
101
15 31 | ey 86
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101723.D

Acq On : 26 Dec 2017 19:46

Operator : SJ/JU

Sample : PB105334BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 unknown6.56 Concentration Rank 1

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

6.56 74.56 ng 3046400 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 760 (6.557 min): BF101723.D (-757) (-) m/z 131.95 100.00%
5000 68
| 75 6 620 640 660 680
54 104 : : :
o..,....,....,...:,“.'.‘.‘?,.. .61'.'.|....,..5.‘.7,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.05 42.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AT
a1 o7 620 640 6.60 6.80
53 117 m/z 134.00 31.97%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 620 640 660 680
5000 m/z 66.00 27.12%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.10 16.86%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101723.D

Acq On : 26 Dec 2017 19:46

Operator : SJ/JU

Sample : PB105334BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.03 7.2 ng 294784 1 6.79 817129 20.0
unknown6 .56 6.56 74.6 ng 3046400 1 6.79 817129 20.0
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