LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039181.D

Aca On : 17 Jan 2019 6:48

Operator : JU/SJ

Sample : PB116427BL

Misc :

ALS Vial : 28 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-BG010919 .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 5.100 336 342 352 rVB 16106 26568 1.53% 0.332%
2 5.570 415 422 434 rBV 326415 552749 31.88% 6.916%
3 7.174 686 695 708 rBV 353865 626729 36.15% 7.842%
4 7.544 751 758 769 rBV 336935 579160 33.41% 7.247%
5 8.014 832 838 848 rVB 71842 122708 7.08% 1.535%

8.337 886 893 901 rVvB 224028 391737 22.60% 4.902%
9.195 1031 1039 1054 rBV 182343 347962 20.07% 4 _.354%
10.834 1309 1318 1331 rBV 83231 164603 9.49% 2.060%
13.272 1726 1733 1748 rBVY 503695 807724 46.59% 10.106%
14.659 1961 1969 1983 rBV2 195286 319167 18.41% 3.993%

=
QO ~NO®

11 16.151 2216 2223 2243 rBV2 433277 755798 43 .59% 9.457%
12 17.409 2430 2437 2447 rBV2 303472 478113 27.58% 5.982%
13 20.012 2873 2880 2893 rBV 1249553 1733693 100.00% 21.692%
14 21.680 3157 3164 3173 rBvV2 292798 502019 28.96% 6.281%

15 22.420 3285 3290 3297 rVB2 13390 22161 1.28% 0.277%
16 23.108 3402 3407 3415 rVB4 14109 29099 1.68% 0.364%
17 23.913 3538 3544 3552 rVB4 12993 30017 1.73% 0.376%
18 24.865 3698 3706 3710 rBV7 7507 22972 1.33% 0.287%

19 24.947 3710 3720 3736 rVB3 156438 479202 27.64% 5.996%

Sum of corrected areas: 7992181
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039181.D

Aca On : 17 Jan 2019 6:48

Operator : JU/SJ

Sample : PB116427BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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: BG039181.D
1200000

1000000
800000
600000

400000 557 7.17 754

8.34
200000 9.19

8.01 10.83
5.10

T i TSNS St NN | UHSUESMESRSREMFRUIESIEL SN L SRS RS | NRERE S SRR L SR ————————

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10. OO 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG039181.D
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Abundance TIC: BG039181.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039181.D

Aca On : 17 Jan 2019 6:48

Operator : JU/SJ

Sample : PB116427BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.10 4.33 ng 26568 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Pentanol 88 C5H120 000584-02-1 25
3 1.2-Butanediol 90 C4H1002 000584-03-2 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 342 (5.100 min): BG039181.D (-336) (-) m/z 43.00 100.00%
43
59
5000
T "4B0 5o 550 sS40
49 : : : :
...,....,....,....',':...-,..:!i....,....,??..,...:,|....,. m/z 59.00 65.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L R L
59 480 500 520 5.40
m/z 101.00 21.88%
15 31 101
25,7 37, 53, 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2090: 3-Pentanol
50
480 5.00 520 540
5000 31 m/z 58.00 13.14%
41
15 2g \‘m 53 |l 70 87
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2294: 1,2-Butanediol
3 50 4.80 5.00 520 5.40
m/z 41.00 9.36%
5000
41
"'I'%?'I'?§'I""I"??I??"I""T%"'I"'g?'"'I""I' R U L U
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011619\
Data File : BG039181.D

Aca On : 17 Jan 2019 6:48

Operator : JU/SJ

Sample : PB116427BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknown7.54 Concentration Rank 1

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

7.54 94 .40 ng 579160 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 757 (7.538 min): BG039181.D (-751) (-) m/z 131.95 100.00%
132

5000 68
40 | % 720 7.40 7.60 7.80
54 . . . .
....-:".::'.,':-.|.7:7,.8.7.!,]1??..,..~'.,....,....,.... m/z 68.00  39.12%

m/z--> 40 60 80 100 120 140 160 180

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

AN
L L B L B |

7.20 7.40 7.60 7.80
m/z 134.00 32.31%

5000

m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
R R  Ea
7.20 7.40 7.60 7.80
5000 m/z 66.00 27 .22%
33 44 o 105 ‘
60 ‘
Al e s
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R E e ARRRRY
57 132 7.20 7.40 7.60 7.80
24 m/z 69.00 17.88%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011619\
Data File : BG039181.D

Acq On : 17 Jan 2019 6:48

Operator : JU/SJ

Sample : PB116427BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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... 5.10 4.3 ng 26568 1 8.01 122708 20.0
unknown? .54 7.54 94_.4 ng 579160 1 8.01 122708 20.0
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