LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
Data File : BM018774.D

Aca On : 12 Feb 2019 15:59

Operator : JU/SJ

Sample : PB117038BL

Misc :

ALS Vial : 6 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 M\METHODS\8270-BM021119.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 4.863 297 302 314 rBV 340288 485257 2.98% 0.546%
2 5.310 371 378 391 rBVY 4253433 6189221 37.95% 6.968%
3 6.892 640 647 664 rBY 3983038 6352657 38.95% 7.152%
4 7.251 700 708 721 rBVY 4316370 6701235 41.09% 7 .545%
5 7.716 778 787 795 rBVY 1298536 2021104 12.39% 2.276%

8.034 833 841 851 rBV 4753671 7486511 45.91% 8.429%
8.881 977 985 1006 rBV 3451908 5874687 36.02% 6.614%
10.504 1254 1261 1279 rBV 1543163 2624540 16.09% 2.955%
12.980 1675 1682 1698 rBV 9112003 13374170 82.01% 15.058%
14.363 1911 1917 1935 rBV2 2162076 3457150 21.20% 3.892%

=
QO ~NO®

11 15.857 2165 2171 2193 rBV 4416132 6709616 41.14% 7.554%
12 17.115 2378 2385 2400 rBV2 3008250 4253360 26.08% 4._.789%
13 19.750 2827 2833 2845 rBV 12741467 16307798 100.00% 18.361%
14 21.309 3092 3098 3106 rBV 3058533 4030095 24.71% 4 _.538%
15 23.568 3476 3482 3494 rVB 1500590 2950049 18.09% 3.321%

Sum of corrected areas: 88817450
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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:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
BM018774.D

12 Feb 2019 15:59

JussJ

PB117038BL

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM018774.D

8.03

5.31 7.25

6.89
8.88

7.72

4.86 h
A

10.50

o

Time--> 3.

50 400 450 500 550 6.00 650 700 750 800 850

9.00

9.50

T
10.00 10.50 11.00 11.50

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM018774.D

12.98

15.86

17.12
14.36

19.75

ok
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

Oy

TIC: BM018774.D

21.31
23.57

|

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM021119.

M Wed Feb 13 14:06:01 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
Data File : BM018774.D

Aca On : 12 Feb 2019 15:59

Operator : JU/SJ

Sample : PB117038BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4._86 4.80 ng 485257 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 17

Abundance Scan 301 (4.857 min): BM018774.D (-297) (-) m/z 43.00 100.00%

43
59
5000
101

4.60 480 500 520

83
0....,....',"...-."|,....,'....-,....,..1??,....,....,....,2.0.7.. m/z 59.10 73.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L L L L
59 4.60 4.80 5.00 5.20
m/z 101.00 27 .46%
15 31 101
| wl b || 83 ! |
bbbl o 22 ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R e EAS
460 4.80 5.00 5.20
m/z 58.10 17.72%
5000 101
28
15 ‘ 70 84
n \‘ “ yllly “ ‘ | ‘
0..”,..”,..”,..”,.”.,.”.,.”.,.”.,.”.,.”.,.”.
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #18224. Acetic acid, cyano-, 1,1-dimethylethyl ester L T e
59 4.60 480 500 520

m/z 41.10 9.72%

B | L
0 H i 173 126 142

m/z--> 20 60 80 100 120 140 160 180 200 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021219\
Data File : BM018774.D

Aca On : 12 Feb 2019 15:59

Operator : JU/SJ

Sample : PB117038BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.25 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.25 66.31 ng 6701240 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-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 708 (7.251 min): BM018774.D (-700) (-) m/z 132.00 100.00%
132
5000 68
40 % 700 720 740 7.60
54 . . . .
ol L TR 207 281 m/z 68.10 49.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AN SRS RS A

7.00 7.20 7.40 7.60
m/z 134.00 32.71%

31 51
ob ek '|,,, e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
e
7.00 7.20 7.40 7.60
5000 m/z 66.00 31.33%
33 105
NE I
o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 /\
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE L o e e
132 700 7.20 7.40 7.60
m/z 69.10 20.48%
5000
92
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021219\
Data File : BM018774.D

Acq On : 12 Feb 2019 15:59

Operator : JU/SJ

Sample : PB117038BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.86 4.8 ng 485257 1 7.72 2021100 20.0
unknown? .25 7.25 66.3 ng 6701240 1 7.72 2021100 20.0
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