LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103517.D

Aca On : 8 Mar 2018 15:34

Operator : SJ/JU

Sample : PB107144BL

Misc :

ALS Vial : 7 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-BF022218.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 2.175 12 15 22 rVB2 27578 44436 1.07% 0.129%
2 5.116 512 515 526 rBV 72288 123394 2.98% 0.358%
3 5.492 576 579 622 rBVY 2862922 4121672 99.67% 11.967%
4 6.504 746 751 769 rBVY 2829065 3939265 95.26% 11.438%
5 6.634 769 773 797 rVB 3262239 3861345 93.38% 11.211%

6.863 808 812 834 rVB 825677 997446 24.12% 2.896%
7.016 834 838 861 rBV 2859801 3061326 74.03% 8.888%
7.434 904 909 938 rBV 1993175 2862548 69.22% 8.311%
8.145 1026 1030 1054 rBV 870197 1383569 33.46% 4.017%
9.222 1208 1213 1229 rBV 3563588 4135266 100.00% 12.007%

=
QO ~NO®

11 9.904 1325 1329 1342 rBV2 1125035 1413767 34.19% 4_.105%
12 10.698 1460 1464 1490 rBV 1639372 2252652 54.47% 6.541%
13 11.398 1579 1583 1604 rBV 1014376 1372307 33.19% 3.984%
14 12.986 1848 1853 1865 rBV 2833786 3184168 77.00% 9.245%
15 14.057 2030 2035 2047 rBvV 717207 947347 22.91% 2.751%

16 15.557 2285 2290 2304 rVB 429846 741001 17.92% 2.151%

Sum of corrected areas: 34441509
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030818\

BF103517.D

8 Mar 2018 15:34

SJ/Ju

PB107144BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103517.D

Aca On : 8 Mar 2018 15:34

Operator : SJ/JU

Sample : PB107144BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

5.12 2.47 ng 123394 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 516 (5.122 min): BF103517.D (-512) (-) m/z 43.00 100.00%
43
59
5000
1 480 5.00 520 540
...,....,....,...3??,':...?1..:[,....,....,5.‘3...,....,|....,. m/z 59.00 62.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 5.20 5.40
m/z 101.00 19.37%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 57.95 17.40%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime IR e e
43 4.80 500 5.20 5.40
m/z 40.95 7.12%
5000
101
15 253137 || 51 %8 9 86
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103517.D

Aca On : 8 Mar 2018 15:34

Operator : SJ/JU

Sample : PB107144BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 1

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

6.63 77.42 ng 3861350 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 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 772 (6.628 min): BF103517.D (-769) (-) m/z 132.00 100.00%
32
5000 68
75 % 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:I'!.‘.‘?,'.!..61",..':~.,..5??,....,.':..,.1.1.5.,....,'...,.. m/z 67.95 47.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
78 m/z 65.95 32.08%
b1 | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 31.27%
33 44 97 105
51 60 7078 g 115
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 18.96%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 620 eho 660 680 760
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030818\
Data File : BF103517.D

Acq On : 8 Mar 2018 15:34

Operator : SJ/JU

Sample : PB107144BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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 2.5 ng 123394 1 6.86 997446 20.0
unknown6 .63 6.63 77.4 ng 3861350 1 6.86 997446 20.0
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