LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093744.D

Acq On : 18 Mar 2017 10:49

Operator : SJ/MA

Sample : 12263-03

Misc :

ALS Vial : 27 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-BF031817_.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 2.355 36 41 44 rVB 136015 189773 3.21% 0.482%
2 2.470 50 51 57 rBV 47504 70759 1.20% 0.180%
3 4_.516 227 230 233 rVB 433462 550918 9.33% 1.400%
4 5.018 272 274 277 rBV 254562 335329 5.68% 0.852%
5 5.441 308 311 313 rBV 2637993 2456140 41.61% 6.243%

6.470 398 401 403 rBV 1739615 1727358 29.26% 4 _.390%
6.607 410 413 416 rBV 3386159 4075279 69.03% 10.358%
6.847 431 434 436 rBV 1248919 1163527 19.71% 2.957%
7.007 445 448 450 rVB 3547013 3854052 65.29% 9.796%
7.407 480 483 485 rBV 3252788 3358558 56.89%% 8.537%

=
QO ~NO®

11 8.127 544 546 548 rBV 1618152 1449593 24.56% 3.684%
12 9.213 637 641 643 rBV 4970718 5903387 100.00% 15.005%
13 9.876 697 699 702 rBV 1276553 1598104 27.07% 4.062%
14 10.665 765 768 771 rBV 2771366 3055895 51.77% 7.767%
15 11.362 826 829 831 rBV 1604553 1636996 27.73% 4.161%

16 12.951 965 968 970 rBV 4682458 5186892 87.86% 13.184%
17 13.991 1056 1059 1061 rBV 1241443 1505086 25.50% 3.826%
18 15.397 1179 1182 1185 rBV 877632 1225726 20.76% 3.115%

Sum of corrected areas: 39343372
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093744.D

Acq On : 18 Mar 2017 10:49

Operator : SJ/MA

Sample - 12263-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093744.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093744.D

Acq On : 18 Mar 2017 10:49

Operator : SJ/MA

Sample - 12263-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.02 5.76 ng 335329 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 274 (5.018 min): BF093744.D (-272) (-) m/z 43.10 100.00%
43
5000 59
1o 460 480 5.00 520 5.40
83 : : : : :
...,....,....,..??','.-:..,??.-I,....,....,.~...,...:,l....,. m/z 59.10 49.32%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL R
59 460 4.80 5.00 520 5.40
m/z 101.10 17.44%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 5.00 520 5.40
5000 m/z 58.10 17.42%
101
15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: l—Propen—Z—oI, acetate L BN N B ]
43 4.60 4.80 500 5.20 5.40
m/z 41.10 8.00%
5000
58
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093744.D

Acq On : 18 Mar 2017 10:49

Operator : SJ/MA

Sample - 12263-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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 unknown6.61 Concentration Rank 1

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

6.61 70.05 ng 4075280 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 413 (6.607 min): BF093744.D (-410) (-) m/z 132.10 100.00%
132
5000 68
6 ——
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
S .6?:.'.|....,..5.‘.7,....,.':..,.1.1.5.,...., - m/z 68.10 44.18%
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 S I R L
620 640 6.60 6.80 7.00
78 m/z 134.00 33.03%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 27.73%
41 97
53 2 117
34 60 89 105 124
Wmﬁwﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 17.08%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF031817\
Data File : BF093744.D

Acq On : 18 Mar 2017 10:49

Operator : SJ/MA

Sample : 12263-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031817_.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... 5.02 5.8 ng 335329 1 6.85 1163530 20.0
unknown6 .61 6.61 70.0 ng 4075280 1 6.85 1163530 20.0
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