LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104346.D

Aca On > 7 Apr 2018 9:24

Operator : JU/SJ

Sample : J2255-01

Misc :

ALS Vial : 40 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-BF040618.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 5.004 492 496 502 rVvB 148312 160050 3.81% 0.652%
2 5.404 560 564 567 rBVY 1436272 1237271 29.49% 5.042%
3 6.416 732 736 740 rBV 902857 759358 18.10% 3.094%
4 6.569 757 762 765 rBVY 2445405 2224504 53.02% 9.065%
5 6.622 768 771 777 rBV 58207 50636 1.21% 0.206%

6 6.804 798 802 805 rBV 1001779 850606 20.27% 3.466%
7 6.963 824 829 832 rVB 3085823 2968169 70.74% 12.096%
8 7.369 892 898 901 rBV 2369325 2413427 57.52% 9.835%
9 8.086 1016 1020 1023 rVB 1401363 1120003 26.69% 4._.564%
10 9.163 1198 1203 1206 rBV 4024343 4195881 100.00% 17.099%
11 9.557 1266 1270 1273 rBV 182658 154636 3.69% 0.630%
12 9.769 1303 1306 1309 rBvV 73102 60638 1.45% 0.247%
13 9.839 1313 1318 1322 rVB2 1322703 1209235 28.82% 4.928%
14 10.274 1384 1392 1394 rBV2 85318 94445 2.25% 0.385%
15 10.627 1447 1452 1455 rBV 1699463 1495722 35.65% 6.095%
16 10.745 1469 1472 1479 rVB 73819 68581 1.63% 0.279%
17 11.327 1567 1571 1574 rBV 1158001 933009 22.24% 3.802%
18 12.739 1808 1811 1814 rBV 95386 73562 1.75% 0.300%
19 12.921 1837 1842 1845 rBV 2894176 2865042 68.28% 11.675%
20 13.445 1928 1931 1934 rBV 63314 47376 1.13% 0.193%
21 13.809 1989 1993 2002 rBV 51780 62771 1.50% 0.256%

22 13.968 2016 2020 2023 rBV 929022 787179 18.76% 3.208%
23 15.427 2262 2268 2272 rBV 554635 707039 16.85% 2.881%

Sum of corrected areas: 24539140
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104346.D

Aca On > 7 Apr 2018 9:24

Operator : JU/SJ

Sample : J2255-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance : .
Andance TIC: BF104346.D
6.96
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104346.D

Aca On > 7 Apr 2018 9:24

Operator : JU/SJ

Sample : J2255-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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.

5.00 3.76 ng 160050 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF104346.D (-492) (-) m/z 43.00 100.00%
43
59
5000
T 450 450 800 520 540
83 : : : : :
....,....,'...:|,....,....,|....,....,....,....,....,2.97.. m/z 59.00 56.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS SRS SRR
4.60 4.80 500 5.20 5.40
m/z 101.10 20.11%
15 4 101
'"'|“ﬂ'|"'ww'"F?”'J"'w""l'“'l""w"'l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.00 16.26%
29 101
15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #213: Acetone e EEaar pras SR
43 4.60 4.80 500 5.20 5.40
m/z 41.00 9.45%
5000
58
TZ
! (mn n
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104346.D

Aca On > 7 Apr 2018 9:24

Operator : JU/SJ

Sample : J2255-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.57 Concentration Rank 2

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

6.57 52.30 ng 2224500 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104346.D (-757) (-) m/z 132.00 100.00%
5000 68
6 rrrrrTyrTTTT T T T T T T T
40 ,_ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,....,".'..7.,::..??...'....,..f.‘?,....,.':..,.1.1.5.,....,"...,.. m/z 68.10  39.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 SRR AR LR
6.20 6.40 6.60 6.80 7.00
o6 104 m/z 134.00 33.88%
14 27 37445158 > 7T g9 97 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 620 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.40%
39 91
51 65
27 58 Mgy ggl0® 125
wmmmwmwﬁfmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine s B R
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.10 15.95%
5000 0
31 52
m/z--> 10 20 30 40 50 60 70 8 90 100 110 150 130 140 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\
Data File : BF104346.D

Acq On : 7 Apr 2018 9:24

Operator : JU/SJ

Sample - J2255-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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... 5.00 3.8 ng 160050 1 6.80 850606 20.0
unknown6 .57 6.57 52.3 ng 2224500 1 6.80 850606 20.0
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