LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031915.D

Aca On : 4 Jan 2018 14:58

Operator : SJ/JU

Sample : PB105473BL

Misc :

ALS Vial : 3 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 G\METHODS\8270-BG122117.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

5.703 405 411 419 rVB 35220 59332 1.17% 0.287%
6.209 489 497 508 rBvV 710396 1232277 24.40% 5.961%
rBv 684132 1301333 25.77% 6.295%
8.300 843 853 862 rBvV 746277 1371810 27.16% 6.636%
8.788 928 936 946 rVB 141746 254103 5.03% 1.229%
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9.123 985 993 1004 rBV 609978 1115576 22.09% 5.397%
9.986 1131 1140 1150 rBV 404620 769053 15.23% 3.720%
11.673 1419 1427 1435 rBVY 200646 377112 7.47% 1.824%
14.046 1824 1831 1843 rVB 1612359 2603766 51.56% 12.596%
15.421 2058 2065 2075 rVB2 378368 632287 12.52% 3.059%

=
QO ~NO®

11 16.896 2308 2316 2327 rBV 1529827 2526971 50.04% 12.225%
12 18.153 2523 2530 2541 rVB2 595454 962894 19.07% 4.658%
13 20.686 2955 2961 2972 rBV 3564676 5050381 100.00% 24.432%
14 22.501 3262 3270 3279 rVB2 638450 1235263 24.46% 5.976%
15 26.244 3893 3907 3921 rBV2 360498 1179073 23.35% 5.704%

Sum of corrected areas: 20671231
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031915.D

Aca On : 4 Jan 2018 14:58

Operator : SJ/JU

Sample : PB105473BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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: BG031915.D
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Abundance TIC: BG031915.D
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Abundance TIC: BG031915.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031915.D

Aca On : 4 Jan 2018 14:58

Operator : SJ/JU

Sample : PB105473BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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.

5.70 4_.67 ng 59332 1,4-Dichlorobenzene-d4 8.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 59
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 410 (5.697 min): BG031915.D (-405) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 N
| 83.0 540 560 580 6.00
b e e e et P e m/Zz 59.10  68.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U RN LN AN R
540 5.60 5.80 6.00
59.0 1010 m/z 101.10 30.17%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
540 560 580 600
5000 m/z 58.00 19.85%
43.0 101.0
ol 150 310 51.0 7.0 830
L UL SU BRI SURLELEL IR SRR UELE UL SURBLEL SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0 5.40 5.60 5.80 6.00
m/z 41.00 11.42%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031915.D

Aca On : 4 Jan 2018 14:58

Operator : SJ/JU

Sample : PB105473BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 unknown8.30 Concentration Rank 1

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

8.30 107.97 ng 1371810 1,4-Dichlorobenzene-d4 8.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 853 (8.300 min): BG031915.D (-843) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 540 || g4 T30 850 550 o0
o} : R B m/z 134.00 34.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U U R R R
8.00 8.20 8.40 8.60
310 5L0 m/z 68.10 32.36%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
800 820 840 8.60
5000 67.0 m/z 66.10 20.90%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R L N EAmEEm
57.0 132.0 8.00 8.20 8.40 8.60
m/z 96.10 13.72%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R RRERE B e
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_G\DATA\BG010418\
Data File : BG031915.D

Acq On : 4 Jan 2018 14:58

Operator : SJ/JU

Sample : PB105473BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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... 5.70 4.7 ng 59332 1 8.79 254103 20.0
unknown8.30 8.30 108.0 ng 1371810 1 8.79 254103 20.0
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