LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112618\
Data File : BG038142.D

Aca On : 26 Nov 2018 19:24

Operator : JU/SJ

Sample : J6031-05

Misc :

ALS Vial : 8 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-BG111318.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 5.171 315 320 326 rBV 20905 31778 1.28% 0.248%
2 5.629 392 398 407 rBV 283600 481108 19.35% 3.755%
3 7.233 663 671 684 rBV 189807 358161 14.40% 2.795%
4 7.615 728 736 746 rBV 521134 954415 38.38% 7.449%
5 8.085 810 816 824 rVB 158351 282486 11.36% 2.205%

8.408 863 871 880 rBV 474728 871791 35.06% 6.804%
9.266 1006 1017 1029 rBV 451216 849195 34.15% 6.628%
10.906 1287 1296 1304 rBV 229165 430342 17.31% 3.359%
1186380 1860820 74.83% 14.523%
14.725 1938 1946 1954 rBV2 364523 602536 24.23% 4_.703%
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11 16.211 2192 2199 2211 rBV 784119 1251700 50.34% 9.769%
12 17.468 2406 2413 2420 rBV2 441344 704056 28.31% 5.495%
13 18.326 2554 2559 2565 rBv4 25188 41191 1.66% 0.321%
14 20.071 2849 2856 2863 rBV 1863128 2486705 100.00% 19.408%
15 21.752 3135 3142 3155 rBV2 403460 745054 29.96% 5.815%

16 22.515 3268 3272 3281 rVB4 15992 28988 1.17% 0.226%

17 23.226 3385 3393 3401 rVB3 19337 38707 1.56% 0.302%

18 24.049 3524 3533 3540 rBV3 19099 49369 1.99% 0.385%

19 25.083 3692 3709 3721 rBV2 217439 713759 28.70% 5.571%

20 26.182 3889 3896 3903 rVB6 12929 30858 1.24% 0.241%
Sum of corrected areas: 12813019
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112618\

BG038142.D

26 Nov 2018 19:24

Jus/sJ

J6031-05

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG038142.D
1500000
1000000
7.62
500000 8.41 9.27
5.63
793 8.09 10.91
5.17
O B I 1 B e e e e B e L e e
Time-->  3.50 4.00 450 500 550 600 650 700 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG038142.D
20,07
1500000
13.34
1000000
16.21
500000 17.47
14.72 2175
o 18.33 22.52
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG038142.D
1500000
1000000
500000
25.08
23.23 24.05 26.18
O B o R B e e o N B L LN e o LN B e
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112618\
Data File : BG038142.D

Aca On : 26 Nov 2018 19:24

Operator : JU/SJ

Sample : J6031-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.

5.17 2.25 ng 31778 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 320 (5.171 min): BG038142.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 b ataiis e sl ok
| 83.0 480 500 520 5.40 5.60
SRRSO O 1 S TREEOY 5| A S MM m/z 59.00 57.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 23.13%
...I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
410 480 500 520 540 560
5000 m/z 58.00 13.99%
86.0
|, 500 | 690 \ 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R B e
43.0 480 500 520 5.40 5.60
m/z 41.00 9.07%
5000
101.0
15.0 58.0
|80l | 690 840 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112618\
Data File : BG038142.D

Aca On : 26 Nov 2018 19:24

Operator : JU/SJ

Sample : J6031-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.62 Concentration Rank 1

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

7.62 67.57 ng 954415 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 737 (7.621 min): BG038142.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
40.0 54,0 %i-o 720 7.40 7.60 7.80 8.00
O PRSI Y | M m/z 68.00 41.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 32.
74.0
5000 ggo 1160 LRI LS UL UL
7.20 7.40 7.60 7.80 8.00
m/z 133.90 34.01%
158.0 189.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 28.61%
41.0 97.0
‘ ‘ 117.0
....“..5}10“ Hflo ....“l..H.l....l....l....
m/z--> 100 120 140 160 180
Abundance #14144. 5-Fluoro-2-chloropyrimidine e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.11%
5000
m/z--> 40 60 80 100 120 140 160 180 720 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\BG112618\
Data File : BG038142.D

Acq On : 26 Nov 2018 19:24

Operator : JU/SJ

Sample - J6031-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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... 5.17 2.3 ng 31778 1 8.09 282486 20.0
unknown7 .62 7.62 67.6 ng 954415 1 8.09 282486 20.0
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