LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111317\
Data File : BG030971.D

Aca On : 13 Nov 2017 13:54

Operator : SJ/JU

Sample : PB104196BL

Misc :

ALS Vial : 4 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-BG111017.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 5.220 323 329 339 rVB 81611 121649 4.17% 0.901%
2 5.702 403 411 425 rBV 474534 779461 26.73% 5.775%
3 7.306 676 684 694 rBV 436655 795585 27.28% 5.894%
4 7.676 740 747 756 rBV 466297 816324 27 .99% 6.048%
5 8.140 818 826 835 rBV 158612 265237 9.10% 1.965%

8.469 874 882 891 rVB 373253 670373 22.99% 4._.967%
9.310 1016 1025 1036 rBV 255214 483218 16.57% 3.580%
10.955 1298 1305 1317 rBV 187840 365492 12.53% 2.708%
13.387 1712 1719 1735 rBVY 805985 1348108 46.23% 9.988%
14.762 1946 1953 1965 rBV2 328451 545736 18.71% 4.043%

=
QO ~NO®

11 16.243 2199 2205 2223 rBV 789022 1271456 43.60% 9.420%
12 17.500 2412 2419 2434 rBV 503551 806361 27.65% 5.974%
13 20.091 2854 2860 2869 rBV 2153204 2916056 100.00% 21.604%
14 21.772 3139 3146 3156 rBV2 692637 1169253 40.10% 8.663%
15 25.073 3697 3708 3723 rBvV2 386740 1143444 39.21% 8.471%

Sum of corrected areas: 13497753
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111317\
Data File : BG030971.D

Aca On : 13 Nov 2017 13:54

Operator : SJ/JU

Sample : PB104196BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG030971.D
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Abundance TIC: BG030971.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111317\
Data File : BG030971.D

Aca On : 13 Nov 2017 13:54

Operator : SJ/JU

Sample : PB104196BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.22 9.17 ng 121649 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 329 (5.220 min): BG030971.D (-323) (-) m/z 43.00 100.00%
43.0
59.0
5000
1o 480 500 520 540 560
83.0 : : : : :
o...,....,....,....',':..?,1'.0.-:-!,....,....,.~...,...:,|....,. m/z 59.00 58.86%
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 UL LS I
59.0 480 500 520 540 560
m/z 101.00 19.09%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 560
5000 m/z 57.95 12.87%
410 101.0
o 150 %0 7 519 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.95%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111317\
Data File : BG030971.D

Aca On : 13 Nov 2017 13:54

Operator : SJ/JU

Sample : PB104196BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.68 Concentration Rank 1

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

7.68 61.55 ng 816324 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 748 (7.682 min): BG030971.D (-740) (-) m/z 131.95 100.00%
131.9
5000
68.0
40.0 54.0 | | 9.0 740 7.60 7.80 8.00
Ol e et e m/z 68.00 34 .89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 UL UL L I R
7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.00 33.74%
0+ ""I '?1$q r'7ﬂf{‘i8§f{ ﬂl J“ S U S L B
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 750 Tho 7B 5o
5000 9go 1160 m/z 66.00 24.17%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine T e
132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.39%
5000 104.0
39.0 52.0 78.0
ol RO ) ero | wmzo | A | G
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111317\
Data File : BG030971.D

Acq On : 13 Nov 2017 13:54

Operator : SJ/JU

Sample : PB104196BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.22 9.2 ng 121649 1 8.14 265237 20.0
unknown7 .68 7.68 61.5 ng 816324 1 8.14 265237 20.0
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