LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\

Data File : BF099591.D

Aca On - 17 Oct 2017 19:56 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15869-08 STl
Misc i DUP-01-10-11-17
ALS Vial : 12 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 2.469 55 65 73 rvVB 138736 213334 6.22% 0.990%
2 5.051 501 504 518 rBV 117873 155746 4 .54% 0.722%
3 5.451 568 572 587 rBY 1467344 1422536 41.46% 6.599%
4 6.457 740 743 755 rBV 888509 943255 27 .49% 4_.376%
5 6.598 763 767 770 rBVY 2604555 2459918 71.70% 11.411%
6 6.828 802 806 813 rBB 706951 644872 18.80% 2.991%
7 6.981 828 832 836 rBVY 2409895 2409024 70.22% 11.175%
8 7.398 897 903 906 rBY 1669448 1894093 55.21% 8.786%
9 8.104 1019 1023 1027 rBV 937532 883637 25.76% 4 _.099%
10 9.181 1200 1206 1210 rBvV 3136193 3430757 100.00% 15.914%
11 9.575 1270 1273 1276 rBV 76487 56892 1.66% 0.264%

12 9.863 1317 1322 1325 rBV 1082557 950961 27.72% 4.411%
13 10.651 1452 1456 1460 rBV 1454924 1492989 43.52% 6.926%
14 11.351 1571 1575 1578 rBV 943937 862050 25.13% 3.999%
15 12.933 1839 1844 1847 rBV 2607291 2439124 71.10% 11.314%

16 13.810 1990 1993 1998 rBV 49421 52715 1.54% 0.245%
17 13.986 2020 2023 2028 rBV 624954 609530 17.77% 2.827%
18 15.451 2266 2272 2280 rVB 516487 636135 18.54% 2.951%

Sum of corrected areas: 21557568
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF101717\

BF099591.D
17 Oct 2017 19:56
SJ/Ju
15869-08
DUP-01-10-11-17
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\

Data File : BF099591.D

Aca On : 17 Oct 2017 19:56

Operator : SJ/JU

Sample : 15869-08 T
Misc :

ALS Vial : 12 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 4.83 ng 155746 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 504 (5.051 min): BF099591.D (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 831 480 5.00 520 5.40
o) EEROY N ¥ MBSOV | PRSI i MM MRS m/z 59.00 58.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R UL UL I
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.10 23.18%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 5.00 520 5.40
5000 m/z 58.00 16.51%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L L L L B
43.0 480 5.00 520 5.40
m/z 41.00 9.31%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁl"wéﬁ?w"'h"'VQQQw"'V"'w S A AR RS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\

Data File : BF099591.D

Aca On : 17 Oct 2017 19:56

Operator : SJ/JU

Sample : 15869-08 T
Misc :

ALS Vial : 12 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 3 unknown6.60 Concentration Rank 1

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

6.60 76.29 ng 2459920 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 767 (6.598 min): BF099591.D (-763) (-) m/z 132.00 100.00%
132.0
5000 681
©1 510 || ao S’ s 62 om0 680 B 700
e L il - m/z 68.10 36.14%
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 R LRI AR R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.50%
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 66.00 21.73%
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 |/\|| LI LN N A B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .13%
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101717\

Data File : BF099591.D

Acq On : 17 Oct 2017 19:56

Operator : SJ/JU

Sample - 15869-08 T
Misc :

ALS Vial : 12 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... 5.05 4.8 ng 155746 1 6.83 644872 20.0
unknown6 .60 6.60 76.3 ng 2459920 1 6.83 644872 20.0
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