LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO71318\
Data File : BG035641.D

Aca On 13 Jul 2018 22:40

Operator : JU/SJ

Sample : PB111092BL

Misc :

ALS Vial : 18 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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

5.162 314 319 328 rBV 116610 180596 3.82% 0.882%
5.632 390 399 410 rBV 933549 1535883 32.52% 7.499%
rBv 974765 1717203 36.36% 8.384%
7.588 724 732 741 rBV 910260 1595996 33.79% 7.792%
8.058 805 812 819 rBV 147526 260236 5.51% 1.271%
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8.381 857 867 877 rBV 642042 1142010 24.18% 5.576%
9.216 1001 1009 1022 rBV 554772 1017873 21.55% 4._.969%
10.860 1281 1289 1297 rBV 201723 364329 7.71% 1.779%
13.298 1697 1704 1713 rBV 1569228 2532512 53.62% 12.364%
14.673 1932 1938 1948 rBV2 339595 575747 12.19% 2.811%
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11 16.165 2184 2192 2207 rBV 1306680 2127898 45.06% 10.389%
12 17.416 2399 2405 2413 rBV 530981 830116 17.58% 4_.053%
13 20.024 2842 2849 2855 rBV 3612804 4722677 100.00% 23.057%
14 21.681 3123 3131 3139 rBvV2 580768 994317 21.05% 4 _.854%
15 24.900 3668 3679 3691 rBvV2 305736 885043 18.74% 4.321%

Sum of corrected areas: 20482436
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71318\
Data File : BG035641.D

Aca On 13 Jul 2018 22:40

Operator : JU/SJ

Sample : PB111092BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG035641.D
3500000

3000000
2500000
2000000
1500000
1000000 5.63 7.22 759

8.38

500000
516 8.06 10.86

R L b

T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035641.D
3500000 20.02

3000000
2500000

2000000
13.30

1500000 16.16
1000000

17.42 21.68
500000 14.67
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG035641.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 24.00
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71318\
Data File : BG035641.D

Aca On 13 Jul 2018 22:40

Operator : JU/SJ

Sample : PB111092BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.16 13.88 ng 180596 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 319 (5.162 min): BG035641.D (-314) (-) m/z 43.15 100.00%
43.1
5000
o 450 Soo 5o S0
o E— u-,‘|.7.3-f?..n,| 2082 2714 33841 Thyz 59,15 58.59%
m/z--> 50 100 150 200 250 300
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS N R UL

480 5.00 520 5.40
m/z 101.15 19.89%

101.0
ol —ypp 0
m/z--> 50 100 150 200 250 300
Abundance
43.0
R e e e  EmE
4.80 5.00 5.20 5.40
m/z 58.15 18.45%
5000 101.0
70.0
15.0
O e B L o e e B e e O LA B e e o
m/z--> 50 100 150 200 250 300
Abundance #4076: Morpholine, 4-methyl-
43.0 4.80 5.00 5.20 5.40
m/z 41.20 8.56%
5000
15.0 o 101.0
m/z--> 50 100 150 200 250 300 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71318\
Data File : BG035641.D

Aca On 13 Jul 2018 22:40

Operator : JU/SJ

Sample : PB111092BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.59 Concentration Rank 1

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

7.59 122.66 ng 1596000 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 732 (7.588 min): BG035641.D (-724) (-) m/z 132.15 100.00%
13p.2
68.2
5000
7.20 7.40 7.60 7.80 8.00
038 1..1,1.. eSS | m/z 68.15  52.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 AUARRA MRS AR RSN
7.20 7.40 7.60 7.80 8.00
310 ‘ m/z 66.15 35.77%
ol ”uﬂuk.,w...,...w.... N
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 134.15  33.24%
31.0
e L L L WA S UL WL WL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14770: Cyclopropanamine, 1-phenyl- e S RN B e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 21.11%
5000
0"'%J'LI""I""I"" U DAL DAL WU B R L LU LU
m/z--> 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO071318\
Data File : BG035641.D

Acq On 13 Jul 2018 22:40

Operator : JU/SJ

Sample : PB111092BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
2-Pentanone, 4-hy... 5.16 13.9 ng 180596 1 8.06 260236 20.0
unknown? .59 7.59 122.7 ng 1596000 1 8.06 260236 20.0
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