LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG091417\

Data File : BG028761.D

Aca On : 15 Sep 2017 9:56 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
3?22 le 15223-03 090917-SIDIF-)E-U-B
ALS Vial : 31 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-BG091217.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 5.435 307 314 321 rBV 55768 87588 2.78% 0.789%
2 5.900 387 393 407 rBV 242647 410998 13.03% 3.702%
3 7.480 655 662 676 rBV 191315 363137 11.51% 3.271%
4 7.862 718 727 735 rBV 292559 532069 16.87% 4.792%
5 8.326 799 806 820 rVB2 93106 170852 5.42% 1.539%

8.649 850 861 871 rBV 362164 658258 20.87% 5.929%
9.495 997 1005 1018 rBV 290960 554280 17.58% 4.992%
11.146 1279 1286 1294 rBV2 116998 227966 7.23% 2.053%
13.555 1687 1696 1706 rBVY 934036 1495150 47.41% 13.466%
14.384 1831 1837 1845 rBV2 19679 37842 1.20% 0.341%

=
QO ~NO®

11 14.936 1924 1931 1941 rBV2 222454 377479 11.97% 3.400%
12 16.428 2178 2185 2197 rBV 579431 956493 30.33% 8.615%
13 17.692 2393 2400 2408 rBV2 354399 581396 18.44% 5.236%
14 19.936 2778 2782 2786 rVB2 41165 47686 1.51% 0.429%
15 20.277 2833 2840 2845 rBV 2389739 3153687 100.00% 28.403%

16 20.982 2956 2960 2964 rBV2 33120 36468 1.16% 0.328%
17 21.587 3058 3063 3072 rBV9 14675 38899 1.23% 0.350%

18 22.022 3129 3137 3147 rBV 381297 708618 22.47% 6.382%
19 25.512 3721 3731 3748 rBV3 205595 664320 21.06% 5.983%

Sum of corrected areas: 11103186
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028761.D

Aca On : 15 Sep 2017 9:56

Operator : SJ/JU

ﬁ?ggle i 15223-03 090917-SIDI-E-U-B
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .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: BG028761.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091417\
Data File : BG028761.D

Aca On : 15 Sep 2017 9:56

Operator : SJ/JU

Sample : 15223-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.

5.44 10.25 ng 87588 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
3 Acetone 58 C3H60 000067-64-1 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 315 (5.441 min): BG028761.D (-307) (-) m/z 43.05 100.00%
43.0
5000
oo " '5.20 540 560 5.80
Ol b L 830 9R92090 7 59.10 70.81%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U L IR
520 5.40 5.60 5.80
m/z 101.00 17.90%
260 | 6&0 g3.0 1010
m/z--> ) 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
520 540 560 5.80
5000 m/z 58.10 17.89%
70.0 98.0
o e R U S I B B L N SN SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #214: Acetone
43.0 520 5.40 5.60 5.80
m/z 41.10 8.70%
5000
15.0
0'I”'MPM'WM'”I'”'I”"P"W"”I'”' [rrrr e
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028761.D

Aca On : 15 Sep 2017 9:56

Operator : SJ/JU

ﬁ?ggle i 15223-03 090917-SIDI-E-U-B
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.86 Concentration Rank 2

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

7.86 62.28 ng 532069 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 727 (7.862 min): BG028761.D (-718) (-) m/z 132.10 100.00%
13%.1
5000 68.1 j\‘
o1 sen [fo o 750 780 500 850
o.w.”w.”.“”:M.uH!.ﬁhnp.ﬁ,””,””,ﬂn,”.w”.wh.w.. m/z 68.10 46 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 L UL UL I
69.0 7.60 7.80 8.00 8.20
39.0 57.0 m/z 134.10 32.76%
H ‘ 89.0 103.0 ‘
0"P”'P”'P'Jmhwﬁ“”v'”I””I””I””WM“WEQR”'W"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
760 7.80 8.00 820
5000 m/z 66.10 30.08%
oL 150 280 390 520 630 770 900 1040 ..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine r . R AmnmE R S
132.0 760 7.80 8.00 8.20
m/z 69.10 18.48%
5000
33.0 44.0 0.0 105.0
0"I”"P"W"”I'”'Iﬁqu'“I:“'Iﬁgﬂ"“l'“'l”"P"W“' N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_G\DATA\BG091417\

BG028761.D

15 Sep 2017 9:56

SJ3/JU

15223-03 090917-SIDI-E-U-B
31 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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... 5.44 10.3 ng 87588 1 8.33 170852 20.0

unknown7 .86

7.86 62.3 ng 532069 1 8.33 170852 20.0
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