LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104105.D

Aca On : 30 Mar 2018 20:54

Operator : JU/SJ

Sample : PB107829BL

Misc :

ALS Vial : 14 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-BF032818.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 5.216 528 532 545 rBV 69123 108941 2.88% 0.396%
2 5.598 593 597 634 rBVY 1841852 2783064 73.51% 10.110%
3 6.593 762 766 785 rBVY 1907526 2769377 73.15% 10.060%
4 6.728 785 789 822 rVV 2322259 3236222 85.48% 11.756%
5 6.957 825 828 850 rvVv 351514 607936 16.06% 2.208%

7.110 850 854 877 rvvV 2083957 2361115 62.37% 8.577%
7.522 920 924 958 rBV 1189059 1867436 49.33% 6.784%
8.234 1041 1045 1066 rBV 571358 851587 22.49% 3.094%
9.310 1222 1228 1266 rBV 3149359 3785960 100.00% 13.753%
9.992 1339 1344 1365 rBvV 918443 1005078 26.55% 3.651%

=
QO ~NO®

11 10.792 1475 1480 1503 rBV 1642298 2161170 57.08% 7.851%
12 11.492 1595 1599 1627 rBV 716748 1002270 26.47% 3.641%
13 13.074 1863 1868 1890 rBV 3078861 3598878 95.06% 13.074%
14 14.139 2045 2049 2064 rBV 646460 802736 21.20% 2.916%
15 15.674 2304 2310 2325 rBV 340433 585946 15.48% 2.129%

Sum of corrected areas: 27527716
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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\HPCHEMI\BNA F\DATA\BF033018\

BF104105.D

30 Mar 2018 20:54

JussJ

PB107829BL

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.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\BF033018\
Data File : BF104105.D

Aca On : 30 Mar 2018 20:54

Operator : JU/SJ

Sample : PB107829BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.22 3.58 ng 108941 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 533 (5.222 min): BF104105.D (-528) (-) m/z 43.00 100.00%
43
59
5000
101 ) e
| 83 480 5.00 5.20 5.40 5.60
rrrprererprrer et e e m/z 59.00 65.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 h
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 480 5.00 520 5.40 5.60
m/z 101.00 25.13%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.00 16.95%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime T T T T
43 480 5.00 5.20 5.40 5.60
m/z 41.10 9.01%
5000
101
15 58
2 N 69 84 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF033018\
Data File : BF104105.D

Aca On : 30 Mar 2018 20:54

Operator : JU/SJ

Sample : PB107829BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

6.73 106.47 ng 3236220 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 789 (6.728 min): BF104105.D (-785) (-) m/z 132.00 100.00%
5000 68 fk
40 | 7 ® 10 640 660 6.80 7.00
54 104 : . . .
..,....,....,....,".'..7.,::..??...'....,..f.‘?,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 39.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal k
132
5000 67 SRR SRR AR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.46%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 660 6.80 7.00
5000 m/z 66.00 24 _.56%
104
66
14 27 37 4451 55 T 89 g7 115
wwwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.40 6.60 6.80 7.00
m/z 69.05 15.80%
5000
33 44 o g7 105 ‘ K\-
78
"P"'I""IJ"W'l"?%"ﬁq"'l"'ll'ﬁql"'kl'JJ' }%ql""l""" BESSEPE RS E NARRE ARE
m/z--> 10 20 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF033018\
Data File : BF104105.D

Acq On : 30 Mar 2018 20:54

Operator : JU/SJ

Sample : PB107829BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.M
Quant Title : 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... 5.22 3.6 ng 108941 1 6.96 607936 20.0
unknown6.73 6.73 106.5 ng 3236220 1 6.96 607936 20.0
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