LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101917\

Data File : BF099663.D

Aca On : 19 Oct 2017 18:06 Instrument :
Operator : SJ/JU BNA_F

Sample : 15869-02RE ClientSampleld :
Misc - MW-5S-10-11-17RE
ALS Vial : 4 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-BF092317.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 5.122 497 516 519 rBV 2962241 12248157 100.00% 42.803%
2 6.457 741 743 755 rBV 279520 320252 2.61% 1.119%
3 6.592 763 766 776 rVB 306935 253590 2.07% 0.886%
4 6.816 801 804 811 rBV 765582 689945 5.63% 2.411%
5 6.975 827 831 835 rBVY 2368771 2304084 18.81% 8.052%

7.386 896 901 904 rBV 1630144 1858817 15.18% 6.496%
8.098 1018 1022 1026 rBV 1112549 955086 7.80% 3.338%
3272063 3471570 28.34% 12.132%
9.851 1316 1320 1324 rVB 1204919 1075183 8.78% 3.757%
11.339 1569 1573 1577 rBV 1223646 1069476 8.73% 3.737%
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11 12.927 1837 1843 1846 rBV 2772921 2959300 24.16% 10.342%
12 13.980 2018 2022 2026 rBV 886741 772239 6.30% 2.699%
13 15.439 2263 2270 2277 rBV 492026 637309 5.20% 2.227%

Sum of corrected areas: 28615008
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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\BF101917\

BF099663.D

19 Oct 2017 18:06

SJ/JuU

15869-02RE MW-5S-10-11-17RE
4  Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.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\BF101917\

Data File : BF099663.D

Aca On : 19 Oct 2017 18:06

Operator : SJ/JU

Sample = 15869-02RE el
Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1

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

5.12 355.05 ng 12248200 1,4-Dichlorobenzene-d4 6.82
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 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 516 (5.122 min): BF099663.D (-497) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 SN 0 N
83.0 4.80 500 5.20 5.40
S 1 S | Y 10 iGN N — m/z 59.10 67.15%
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 L R L L I
59.0 480 500 520 540
m/z 101.10 26.60%
?1‘.0 il L 83.0 10:‘I"0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 210 m/z 58.10 17.95%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R B L
59.0 4.80 500 5.20 5.40
31.0 m/z 41.10 9.47%
5000
3.0 73.0
15\'0 A‘ \“ ‘ 87.0 102.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\

Data File : BF099663.D

Aca On : 19 Oct 2017 18:06

Operator : SJ/JU

Sample = 15869-02RE el
Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.59 Concentration Rank 3

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

6.59 7.35 ng 253590 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 766 (6.592 min): BF099663.D (-763) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 se0 || 60 620 640 6.60 6.80 7.00
R B R R e S L L A e o m/z 68.10 35.32%
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 N
5000 RN A IR UL R
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 31.76%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.48%
41.0 97.0
53.0
20.0 117.0
mewmmm
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 96.00 13.28%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 | )
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\BF101917\

Data File : BF099663.D

Acq On : 19 Oct 2017 18:06

Operator : SJ/JU

Sample - 15869-02RE el
Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.12 355.1 ng 12248200 1 6.82 689945 20.0
unknown6 .59 6.59 7.3 ng 253590 1 6.82 689945 20.0
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