LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102518\
Data File : BG037554.D
Aca On - 25 Oct 2018 20:55 Instrument :
Operator : JU/SJ ?.‘,'I\!A_(t;S el
- _ lentosampleld :
3?22'6 : J5652-02 B16206-VB16207-V236-VB16209-V
ALS Vial : 12 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 G\METHODS\8270-BG101818.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 5.184 317 323 333 rVB 61029 99134 2.13% 0.386%
2 5.643 394 401 416 rBV 1144436 1877835 40.35% 7.315%
3 7.247 666 674 691 rBV2 1274233 2562953 55.08% 9.984%
4 7.629 731 739 748 rBVY 1161557 2053312 44.12% 7.998%
5 8.104 813 820 834 rVB 200415 364472 7.83% 1.420%
6 8.428 867 875 883 rBV 809852 1458937 31.35% 5.683%
7 9.280 1011 1020 1032 rBV 755325 1425290 30.63% 5.552%
8 10.925 1291 1300 1313 rBV 299239 554375 11.91% 2.159%
9 13.357 1706 1714 1723 rBV 1997005 3255823 69.97% 12.683%
10 14.180 1848 1854 1860 rBV 225685 334940 7.20% 1.305%

11 14.738 1939 1949 1958 rvB2 527003 867690 18.65% 3.380%
12 16.224 2194 2202 2220 rBV 1446543 2356329 50.64% 9.179%
13 17.482 2409 2416 2429 rVB 686939 1083025 23.27% 4._.219%
14 18.340 2556 2562 2569 rBV3 33316 59461 1.28% 0.232%
15 20.085 2852 2859 2869 rBV 3282661 4653406 100.00% 18.127%

16 20.854 2985 2990 2993 rBV2 40145 51866 1.11% 0.202%
17 21.365 3073 3077 3084 rBV2 51897 79082 1.70% 0.308%
18 21.765 3138 3145 3157 rVB 611413 1119438 24.06% 4_.361%
19 21.924 3167 3172 3177 rVB 48261 70007 1.50% 0.273%
20 22.546 3273 3278 3284 rVB2 42978 70887 1.52% 0.276%
21 23.257 3394 3399 3406 rVB3 41217 80103 1.72% 0.312%
22 24.086 3534 3540 3548 rVB3 37460 88608 1.90% 0.345%

23 25.096 3700 3712 3724 rBV2 328865 1104508 23.74% 4._.302%

Sum of corrected areas: 25671481
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\

Data File : BG037554.D

Aca On = 25 Oct 2018 20:55

Operator : Ju/SJ

3?22 le J5652-02 B16206-VB16207-V236-VB16209-V
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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: BG037554.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\

Data File : BG037554.D

Aca On = 25 Oct 2018 20:55

Operator : Ju/SJ

3?22 le J5652-02 B16206-VB16207-V236-VB16209-V
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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.

5.18 5.44 ng 99134 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 32
3 2-Hexanol. 2-methvyl- 116 C7H160 000625-23-0 28
4 3-Hvdroxyvy-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 322 (5.178 min): BG037554.D (-317) (-) m/z 43.00 100.00%

43
59
5000

101 IIIIIIIIIIIIIIIIII
480 500 520 540 560
83
0..,”..,”..,”?1ﬂ:”.?%J1,.”.,”..,m..,”..i...“ m/z 59.00 58.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
ile}
5000 LA LI L L L L L L L L L B

480 5.00 520 5.40 5.60
59 m/z 58.00 17.18%

101
0 21 37| 53 | 67 77 83 o1
i I s e o e e e AL B s e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037554.D

Aca On = 25 Oct 2018 20:55

Operator : JU/SJ

Sample : J5652-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 2 unknown7.63 Concentration Rank 1

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

7.63 112.67 ng 2053310 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 739 (7.629 min): BG037554.D (-731) (-) m/z 131.90 100.00%
132
5000 68
© 5t [l o % s 0 7ho 780 750 80
ol AL 8T L MRS~ m/z 68.00 43.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
5000 R L UL UL A
7.20 7.40 7.60 7.80 8.00
33 44 105 m/z 133.90 34 .05%
60 70 0 115
01 U DAL UL B
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Abundance #52379: Tranylcypromine-propionyl
57 132
74 720 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 28.42%
N PO T IIﬂQ7 ‘ S 188 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LI L I L L L
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.02%
117
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29 91
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0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— R
m/z--> 20 Jo 60 80 160 120 140 160 180 720 7.0 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102518\

Data File : BG037554.D

Acq On : 25 Oct 2018 20:55

Operator : JU/SJ

3?22 le J5652-02 B16206-VB16207-V236-VB16209-V
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.18 5.4 ng 99134 1 8.10 364472 20.0
unknown7 .63 7.63 112.7 ng 2053310 1 8.10 364472 20.0
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