LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106911.D

Aca On : 28 Jun 2018 9:30

Operator : JU/SJ

Sample : PB110635BL

Misc :

ALS Vial : 48 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-BF061918 .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 5.201 483 487 496 rBB 58397 70359 5.47% 0.815%
2 5.601 551 555 558 rBV 806720 762744 59.27% 8.838%
3 6.595 719 724 727 rBV 784738 759215 59.00% 8.797%
4 6.731 742 747 750 rBV 893001 787094 61.17% 9.120%
5 6.954 781 785 788 rBV 323675 258582 20.10% 2.996%

7.113 807 812 815 rBV 982421 927823 72.10% 10.750%
7.519 875 881 884 rBvV 669971 723763 56.25% 8.386%
8.236 998 1003 1019 rBV 342244 309501 24.05% 3.586%
1293816 1286792 100.00% 14.910%
9.995 1298 1302 1310 rBB 348063 308967 24.01% 3.580%
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11 10.789 1433 1437 1449 rBvV 458243 446529 34.70% 5.174%
12 11.489 1552 1556 1568 rBB 288187 274280 21.32% 3.178%
13 13.071 1821 1825 1828 rBV 1266926 1194049 92.79% 13.835%
14 14.136 2002 2006 2014 rBV 318273 306322 23.81% 3.549%
15 15.677 2260 2268 2277 rBV 156233 214652 16.68% 2.487%

Sum of corrected areas: 8630672
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106911.D

Aca On : 28 Jun 2018 9:30

Operator : JU/SJ

Sample : PB110635BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF106911.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106911.D

Aca On : 28 Jun 2018 9:30

Operator : JU/SJ

Sample : PB110635BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 5.44 ng 70359 1,4-Dichlorobenzene-d4 6.95
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 487 (5.201 min): BF106911.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 S SR UL SRR
| 83.0 | 480 5.00 5.20 5.40 5.60
o) RTINSOV | REESAES s SIS MRS m/z 59.00 61.72%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL I
59.0 480 500 520 540 5.60
m/z 101.10 21.76%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 450 5b0 520 540 560
5000 m/z 58.00 16.48%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl- T ERae b
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.22%
5000
101.0
15.0 270 71.0
0 "'l'ﬂ"|"'ti""|“l"|'§??|""i""|'§§9|'"'i""l' S S UL AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106911.D

Aca On : 28 Jun 2018 9:30

Operator : JU/SJ

Sample : PB110635BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2

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

6.73 60.88 ng 787094 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 747 (6.731 min): BF106911.D (-742) (-) m/z 132.10 100.00%
1301
5000 68.1
40.0 540 %.1 '6.40 660 680 7.00
o} I T m/z 68.10 38.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e e T
410 70 o m/z 134.00  33.50%
Ot .S:L’.Ol...?’::"?...l —— "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T 5k ok 700
5000 98.0 116.0 m/z 66.00 23.31%
0 158.0 189.0
miz--> 4 6 8 100 120 140 160 180 I
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl- R A EREREEEEe s E s
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.16%
5000
630 104.0
39.0 ‘ 77.0 g0.0 117.0
0 Jﬂ.JH.,“M.wM.:W..pn..ﬂ,..”.,... S R G | —
m/z--> 40 60 80 100 120 140 160 180 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\BF062718\
Data File : BF106911.D

Acq On : 28 Jun 2018 9:30

Operator : JU/SJ

Sample : PB110635BL

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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 5.4 ng 70359 1 6.95 258582 20.0
unknown6.73 6.73 60.9 ng 787094 1 6.95 258582 20.0
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