LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107804.D

Aca On : 30 Jul 2018 17:13

Operator : JU/SJ

Sample : PB111493BL

Misc :

ALS Vial : 5 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 F\METHODS\8270-BF073018.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 5.201 483 487 499 rBV 412691 570837 11.81% 1.638%
2 5.601 551 555 578 rBVY 2094532 2982469 61.71% 8.557%
3 6.601 721 725 744 rBVY 1845893 3077270 63.67% 8.829%
4 6.731 744 747 769 rVB 2491383 3403676 70.43% 9.766%
5 6.960 783 786 808 rVB 529621 874588 18.10% 2.509%

7.113 808 812 838 rVvB 2435780 2706445 56.00% 7.765%
7.525 878 882 917 rBV 1262099 2220011 45.94% 6.370%
8.242 1000 1004 1030 rBV 828156 1222588 25.30% 3.508%
9.313 1181 1186 1222 rBV 3477984 4312361 89.23% 12.373%
10.001 1298 1303 1322 rBV 1133042 1409017 29.15% 4.043%

=
QO ~NO®

11 10.795 1434 1438 1467 rBV 2059533 2894866 59.90% 8.306%
12 11.495 1553 1557 1585 rBV 1192268 1629498 33.72% 4._.675%
13 13.077 1822 1826 1852 rBV 3994168 4832878 100.00% 13.866%
14 14.148 2004 2008 2025 rBV 1098642 1467078 30.36% 4_.209%
15 15.677 2259 2268 2286 rBV 581342 1190819 24.64% 3.417%

16 16.101 2336 2340 2347 rBV3 31596 58992 1.22% 0.169%

Sum of corrected areas: 34853393
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO073018\
Data File : BF107804.D

Aca On : 30 Jul 2018 17:13

Operator : JU/SJ

Sample : PB111493BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107804.D

Aca On : 30 Jul 2018 17:13

Operator : JU/SJ

Sample : PB111493BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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.

5.20 13.05 ng 570837 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 487 (5.201 min): BF107804.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 RARE VAR RAREE BARRS R
| 83.0 | 480 500 520 540 5.60
ot e m/z 59.00 63.38%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS AR LS I I
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0
150 a0 1010 m/z 101.10 17.75%
0"'l“L'|“'W”“'””“"|“"|“"|“"F%q'|”"J“"w
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Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540 5.60
5000 m/z 58.00 16.33%
41.0
29.0 101.0
o o 1], 800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A e
54.0 480 500 520 540 5.60

m/z 40.95 8.56%

5000 41.0
31.0
69.0 87.0
15.0 M ilsoo ]l | | 980

m/z--> 10 20 40 50 60 70 80 90 100 110 480 5.00 520 540 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107804.D

Aca On : 30 Jul 2018 17:13

Operator : JU/SJ

Sample : PB111493BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.73 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.73 77.84 ng 3403680 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 747 (6.731 min): BF107804.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 BRSNS R SRR
400 540 | 6.40 6.60 6.80 7.00
O ettt 78O | 2960 W m/z 68.00 39.62%
m/z--> 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 R
6.40 6.60 6.80 7.00
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o sio ‘ m/z 134.00  32.47%
....,|...'!-,.!..,”...,...!i...7{3,9...,....,..I.,....,....,'...,..

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140

o

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

6.40 6.60 6.80 7.00

5000 67.0 m/z 66.00 26.18%
41.0 97.0
‘ 79.0 117.0
0 “ \\ m‘m L1l L, 107.0 1 Ll
....,....,....,....,....,....,....,....,....,....,...., RS
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.40 6.60 6.80 7.00

m/z 69.05 15.36%

5000

33.0 44.0 105.0

70.0
| 600 700 g, Luso |

e e e . A Ty

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107804.D

Acq On : 30 Jul 2018 17:13

Operator : JU/SJ

Sample : PB111493BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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... 5.20 13.1 ng 570837 1 6.96 874588 20.0
unknown6.73 6.73 77.8 ng 3403680 1 6.96 874588 20.0
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