LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\

Data File : BF101634.D

Aca On - 22 Dec 2017 4:54 Instrument :
Operator : SJ/JU BNA_F

Sample  : 17008-04 UGl
Misc i 121817-DBRI-F-U-S
ALS Vial : 36 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-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 heiaht area % max. total
1 5.004 493 496 512 rBV 113532 182899 5.69% 0.933%
2 5.416 563 566 594 rBV 668537 1095580 34.06% 5.588%
3 6.440 737 740 758 rBV 417947 729353 22.67% 3.720%
4 6.569 758 762 769 rBVY 1705577 1846623 57.41% 9.418%
5 6.793 797 800 810 rBV 736019 750097 23.32% 3.826%

6.951 823 827 844 rBV 2542407 2487519 77.33% 12.687%
7.363 893 897 913 rBV 1849431 2112385 65.67% 10.773%
8.075 1015 1018 1036 rBV 824338 937072 29.13% 4._.779%
9.151 1197 1201 1211 rBV 3366912 3216683 100.00% 16.405%
9.834 1314 1317 1330 rVB 768972 813473 25.29% 4.149%

=
QO ~NO®

11 10.628 1448 1452 1465 rBV 865060 994880 30.93% 5.074%
12 11.322 1566 1570 1583 rBV 677250 671349 20.87% 3.424%
13 12.904 1834 1839 1842 rBV 2341017 2183964 67.89% 11.138%
14 13.969 2016 2020 2028 rBV 772082 754399 23.45% 3.848%

15 15.398 2258 2263 2265 rBVY 30802 43154 1.34% 0.220%

16 15.433 2265 2269 2286 rVB 414659 617442 19.19% 3.149%

17 15.815 2330 2334 2340 rVB 30666 42757 1.33% 0.218%

18 16.298 2411 2416 2421 rBVY 28296 50542 1.57% 0.258%

19 16.868 2508 2513 2520 rVB3 18950 35067 1.09% 0.179%

20 17.539 2621 2627 2635 rVB6 16250 42207 1.31% 0.215%
Sum of corrected areas: 19607445
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF122117\

BF101634.D

22 Dec 2017 4:54

SJ/JuU

17008-04 121817-DBRI-F-U-S
36 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:\HPCHEM1I\BNA F\DATA\BF122117\

Data File : BF101634.D

Aca On - 22 Dec 2017 4:54

Operator : SJ/JU

a?ggle i 17008-04 121817-DBRI-F-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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.

5.00 4.88 ng 182899 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (4.999 min): BF101634.D (-493) (-) m/z 43.00 100.00%
43.0
5000 59.0 }\¥
101.0 N b0 Ehn b o
460 480 500 520 540
el 8 2070 59,00 50.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SRR R
4.60 4.80 500 5.20 5.40
59.0 m/z 58.00 15.21%
270 | H g0 1010
il 1l
miz--> 20 40 60 8o 100 120 10 160 180 200
Abundance
43.0
4.60 4.80 500 5.20 5.40
5000 500 m/z 101.00 14 .14%
101.0
15.0 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime e e
43.0 4.60 4.80 500 5.20 5.40
m/z 40.95 9.71%
5000
101.0
15.0 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 500 5.20 5.40

8270-BF121417_.M Fri Dec 22 17:38:38 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122117\

Data File : BF101634.D

Aca On - 22 Dec 2017 4:54

Operator : SJ/JU

a?ggle i 17008-04 121817-DBRI-F-U-S
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.57 Concentration Rank 2

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

6.57 49.24 ng 1846620 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF101634.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 | 9%1 o5 ok 660 680 700
. 54. . . . . .
o..,....,....,...:,“.'..:,'.!..,::.-.|,..'..,??;9,..!.,}97.-,0....,....,"...,.. m/z 68.10 40.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS R SRR
620 640 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.52%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 65.95 26.60%
41.0 97.0
53.0
79.0 117.0
Wm@wmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.83%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122117\

Data File : BF101634.D

Acq On : 22 Dec 2017 4:54

Operator : SJ/JU

a?ggle i 17008-04 121817-DBRI-F-U-S
ALS Vial : 36 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... 5.00 4.9 ng 182899 1 6.79 750097 20.0
unknown6 .57 6.57 49.2 ng 1846620 1 6.79 750097 20.0
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