LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102918\
Data File : BM017404.D

Aca On : 29 Oct 2018 12:35

Operator : MJ/SJ

Sample : PB114216BL

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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM101718 .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 4.822 306 312 322 rBV 148779 222810 1.38% 0.266%
2 5.269 381 388 404 rBVY 4275909 6075639 37.76% 7.249%
3 6.834 647 654 676 rBY 4216385 6605402 41.05% 7.881%
4 7.186 706 714 725 rBVY 4321251 6714003 41.73% 8.010%
5 7.645 785 792 800 rBVY 1036291 1614615 10.03% 1.926%

7.963 838 846 858 rBV 3205842 5048671 31.38% 6.023%
8.798 978 988 1008 rBV 2384603 4083456 25.38% 4.872%
10.422 1253 1264 1278 rBV 1353409 2320582 14.42% 2.769%
12.904 1679 1686 1706 rBVY 6666777 10105433 62.80% 12.056%
14.292 1914 1922 1939 rBV2 2039967 3256342 20.24% 3.885%

=
QO ~NO®

11 15.786 2169 2176 2193 rBV 4829303 7878396 48.96% 9.399%
12 17.045 2383 2390 2403 rBV 2722074 4178470 25.97% 4.985%
13 19.386 2784 2788 2793 rBV2 205469 233230 1.45% 0.278%
14 19.686 2832 2839 2849 rBV 12587897 16090402 100.00% 19.197%
15 20.439 2963 2967 2974 rBV2 178660 217291 1.35% 0.259%

16 21.238 3098 3103 3113 rBV 3831478 5078216 31.56% 6.059%
17 23.450 3472 3479 3495 rVB 2004605 4094733 25.45% 4 _.885%

Sum of corrected areas: 83817691
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM102918\

BM017404.D

29 Oct 2018 12:35

MJ/SJ

PB114216BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102918\
Data File : BM017404.D

Aca On : 29 Oct 2018 12:35

Operator : MJ/SJ

Sample : PB114216BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.82 2.76 ng 222810 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12

Abundance Scan 312 (4.822 min): BM017404.D (-306) (-) m/z 43.00 100.00%
43.0
59.1
5000
440 4.60 4.80 5.00 5.20
83.1
ol 88 W00 s 59.10  62.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RN UL AR AN
59.0 440 460 480 500 520
0
150 1010 m/z 101.10 23.47%
0 Wl 830 |
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12397: Dimethadione
4L0590 SR LR UL SRR
440 460 4.80 5.00 5.20
5000 m/z 58.00 15.13%
150 129.0
0"';P"'I"”I""Fﬁq'l"”I""I”"I"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8126: 2-Hexanol, 2—methy|— BEBEN R RN R
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 10.19%
5000
43.0 101.0
27? JI" 83.0
Ot e \”” N —
m/z--> 20 40 60 80 100 120 140 160 180 200 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102918\
Data File : BM017404.D

Aca On : 29 Oct 2018 12:35

Operator : MJ/SJ

Sample : PB114216BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM101718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.19 Concentration Rank 1

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

7.19 83.17 ng 6714000 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
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 715 (7.192 min): BM017404.D (-706) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 8.1 J 5B 750 720 740 760
.0 54.0 . . . ) .
0 A8 e m/z 68.10 38.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR SRS RARA ERRS R

6.80 7.00 7.20 7.40 7.60
m/z 134.00  33.38%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
e
74.0 6.80 7.00 7.20 7.40 7.60
5000 ggo 1160 m/z 66.10 25.08%
\ Ay ‘\ \ 158.0 189.0
| RIS VNS W N S R A ML L2
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.05 15.74%
5000 67.0
41.0 97.0
‘ ‘ 117.0
R . 0. N Y
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60

8270-BM101718.M Tue Oct 30 14:41:23 2018 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM102918\
Data File : BM017404.D

Acq On : 29 Oct 2018 12:35

Operator : MJ/SJ

Sample : PB114216BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.82 2.8 ng 222810 1 7.65 1614620 20.0
unknown7 .19 7.19 83.2 ng 6714000 1 7.65 1614620 20.0
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