LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO011119\
Data File : BG039092.D

Aca On : 11 Jan 2019 19:27

Operator : JU/SJ

Sample : PB116292BL

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 G\METHODS\8270-BG010919 .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 5.110 338 344 350 rBV 18179 31756 1.55% 0.361%
2 5.580 417 424 440 rVB 346521 594461 28.95% 6.751%
3 7.184 687 697 706 rBV 368701 649294 31.62% 7.374%
4 7.554 752 760 771 rBV 357341 617763 30.08% 7.016%
5 8.024 833 840 849 rVB 78189 133379 6.49% 1.515%

8.347 887 895 904 rVB 284455 497225 24.21% 5.647%
9.205 1033 1041 1055 rBvV 196948 382789 18.64% 4._.347%
10.844 1311 1320 1332 rBV 97847 191691 9.33% 2.177%
13.282 1728 1735 1746 rBVY 645811 1030998 50.20% 11.709%
14.669 1963 1971 1981 rBV2 190521 335571 16.34% 3.811%

=
QO ~NO®

11 16.155 2218 2224 2246 rBV 459069 787054 38.32% 8.938%
12 17.419 2432 2439 2449 rBV 281710 451333 21.98% 5.126%
13 20.016 2875 2881 2891 rBV 1537134 2053685 100.00% 23.323%
14 21.690 3159 3166 3175 rBV2 324007 537726 26.18% 6.107%
15 24.963 3712 3723 3738 rBvV2 164130 510587 24.86% 5.799%

Sum of corrected areas: 8805312

8270-BG010919.M Mon Jan 14 14:46:39 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO11119\

BG039092.D

11 Jan 2019 19:27

JussJ

PB116292BL

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO011119\
Data File : BG039092.D

Aca On : 11 Jan 2019 19:27

Operator : JU/SJ

Sample : PB116292BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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.
5.11 4.76 ng 31756 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 9
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
51

,2-Butanediol 90 C4H1002 000584-03-2 9
Abundance Scan 344 (5.110 min): BG039092.D (-338) (-) m/z 43.00 100.00%
43
59
5000
101 B
9 4.80 5.00 520 5.40
S N — m/z 59.00 66.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LANLINL L L I L B LB B BRI |
4.80 5.00 520 5.40
59 m/z 101.00 21.99%
101
21 37| 53 ” 67 7783 a1
L A o o o R e a e e e S R RS REERE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8140: 1,3-Dioxane, 4,4-dimethyl-
43
R REREE RS E S
4.80 5.00 520 5.40
5000 m/z 58.00 18.53%
101
29 ‘ 58 71 86
...,...%%..:th...Ml:..,..wu“....tk...,....,....,...., }}ﬁl..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3686: 1-Propen-2-ol, acetate
43 4.80 5.00 520 5.40
m/z 56.00 8.59%
5000
58
P sy 7 100 A
T T T T T T T e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO011119\
Data File : BG039092.D

Aca On : 11 Jan 2019 19:27

Operator : JU/SJ

Sample : PB116292BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknown7.55 Concentration Rank 1

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

7.55 92.63 ng 617763 1,4-Dichlorobenzene-d4 8.02
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 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 759 (7.548 min): BG039092.D (-752) (-) m/z 131.90 100.00%
132
5000 68
96 rTTrTTTTT T T T T T T T T T T T
40 4g 54 o1 | | 75 g 103 7.20 7.40 7.60 7.80
....,...:I'!..:,:!..,....,..':~.,....,....,.':..,....,...., | BN m/z 68.00 40.40%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AR A AR AR I
7.20 7.40 7.60 7.80
78 m/z 133.90 31.48%
138 44
”'WL”WP!”JL'W'”!P'“I”'W'”'P'” RS SRR BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

7.20 7.40 7.60 7.80

5000 67 m/z 66.00 26.30%
41 53 97
79 117
salll ey P e ] 103110 | 104

et e e e e e e e e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e

132 7.20 7.40 7.60 7.80

m/z 69.00 17.05%

5000

33 44 g7 105

s e PR | wus

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011119\
Data File : BG039092.D

Acq On : 11 Jan 2019 19:27

Operator : JU/SJ

Sample : PB116292BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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... 5.11 4.8 ng 31756 1 8.02 133379 20.0
unknown? .55 7.55 92.6 ng 617763 1 8.02 133379 20.0
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