LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100861.D

Aca On - 23 Nov 2017 8:54 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16541-03 Gl
Misc i 111717-JETT-F-U-B
ALS Vial : 32 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-BF110817.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

2.140 7 9 42 rVB6 63756 214184 8.93% 1.596%
5.075 504 508 515 rBV 110192 118623 4.94% 0.884%
rBv 693781 628683 26.21% 4_.686%
6.481 743 747 756 rBB 512956 436129 18.18% 3.250%
6.628 767 772 775 rBV 1328026 1139594 47.50% 8.493%
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6 6.857 807 811 815 rBB 576785 453087 18.89%% 3.377%
7 7.016 833 838 841 rBV 1783858 1573823 65.60% 11.730%
8 7.422 902 907 910 rBV 1206331 1290924 53.81% 9.621%
9 8.140 1025 1029 1032 rBV 722750 586332 24.44% 4_370%
10 9.216 1207 1212 1215 rBV 2512514 2399031 100.00% 17.880%
11 9.604 1275 1278 1281 rBV 62846 48762 2.03% 0.363%

12 9.892 1321 1327 1331 rBV 657443 644147 26.85% 4.801%
13 10.681 1458 1461 1465 rBV 879003 839030 34.97% 6.253%
14 10.786 1477 1479 1487 rVB 27639 27762 1.16% 0.207%
15 11.380 1576 1580 1584 rBV 664397 549950 22.92% 4_.099%

16 12.969 1845 1850 1853 rBV 1795608 1651670 68.85% 12.310%
17 14.021 2025 2029 2032 rBV 432404 385597 16.07% 2.874%
18 15.492 2273 2279 2286 rBV 352085 430105 17.93% 3.206%

Sum of corrected areas: 13417433
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF112217\

BF100861.D

23 Nov 2017 8:54

SJ/Ju

16541-03

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100861.D

Aca On : 23 Nov 2017 8:54

Operator : SJ/JU

Sample : 16541-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown2.14 Concentration Rank 3

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

2.14 9.45 ng 214184 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 45
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
3 N-Ethvilformamide 73 C3H7NO 000627-45-2 5
4 1-Pentanamine 87 C5H13N 000110-58-7 4
5 Isobutylamine 73 C4H11N 000078-81-9 4

Abundance Scan 9 (2.140 min): BF100861.D (-7) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0
87.0 U AR AN UL LA
| | 2.20 2.30 2.40 2.50 2.60
9 X m/z 43.05 40.24%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 550 2.20 2.30 2.40 2.50 2.60
970 87.0 m/z 55.05 30.34Y%
0 Wl | 63.0 |/, 101.0
L S SR FULRLIS SUR L SURE U SR SULIILS LS LR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73.0
220 2.30 2.40 2.50 2.60
5000 55.0 m/z 87.05 18.43%
43.0
o150 270 65.0 830 980
miz--> 10 20 30 40 50 6 70 8 9 100
Abundance #734: N-Ethylformamide R T EEEasER I EESE
30.0 2.20 2.30 2.40 2.50 2.60
73.0 m/z 71.00 16.84%
5000
44.0 58.0
wo
0"'|““l|"“ N R I I R LR R WA U AR AN UL LA
m/z--> 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100861.D

Aca On : 23 Nov 2017 8:54

Operator : SJ/JU

Sample : 16541-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.08 5.24 ng 118623 1,4-Dichlorobenzene-d4 6.86
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 509 (5.081 min): BF100861.D (-504) (-) m/z 43.00 100.00%
43.0
50.1
5000
101.1 R UL LSS UL UL
| 83.0 | 480 5.00 5.20 5.40
o) ST 1 SRBMSSEROY 2 PSS SRS MRS m/z 59.10 54.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL AR R IR
480 5.00 5.20 5.40
59.0 1010 m/z 101.10 16.87%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 14 .58%
20.0 101.0
0 15.0 730 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L L L N B
59.0 480 5.00 5.20 5.40
m/z 41.00 8.96%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ ! | 840 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100861.D

Aca On : 23 Nov 2017 8:54

Operator : SJ/JU

Sample : 16541-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3 unknown6.63 Concentration Rank 2

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

6.63 50.30 ng 1139590 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF100861.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || gao %70 620 640 650 B> 760
S I | IO . . R | M. m/z 68.10 37.65%
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 A UL A I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.75%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 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 66.10 23.16%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole [T |/|\| L L L B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 ._.75%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00

8270-BF110817.M Mon Nov 27 13:22:46 2017 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100861.D

Acq On : 23 Nov 2017 8:54

Operator : SJ/JU

Sample - 16541-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .14 2.14 9.4 ng 214184 1 6.86 453087 20.0
2-Pentanone, 4-hy... 5.08 5.2 ng 118623 1 6.86 453087 20.0
unknown6 .63 6.63 50.3 ng 1139590 1 6.86 453087 20.0
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