LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112530.D

Aca On : 13 Feb 2019 11:06

Operator : JU/SJ

Sample : PB117061BL

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 F\METHODS\8270-BF012519.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

5.069 503 507 518 rBV 84434 125220 2.94% 0.436%
5.481 573 577 601 rBV 2683205 2679616 62.89% 9.337%
rBvV 2501366 2801600 65.75% 9.762%
6.616 766 770 773 rBV 3373036 2954025 69.33% 10.293%
6.834 804 807 819 rBV 727145 650579 15.27% 2.267%
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6.992 830 834 853 rVvB 2735248 2379857 55.85% 8.292%
7.404 899 904 924 rBV 1608124 1825340 42.84% 6.360%
8.116 1021 1025 1040 rBV 761797 834484 19.58% 2.908%
9.192 1202 1208 1211 rBV 3900657 3695274 86.72% 12.876%
9.875 1319 1324 1343 rBV 1009322 1003461 23.55% 3.496%

=
QO ~NO®

11 10.669 1455 1459 1482 rBV 2358670 2418280 56.75% 8.426%
12 11.363 1574 1577 1596 rVB 1067656 1078518 25.31% 3.758%
13 12.951 1842 1847 1850 rBV 4473403 4260969 100.00% 14.847%
14 14.016 2024 2028 2039 rBV 960343 1040930 24.43% 3.627%

15 15.092 2208 2211 2219 rVB2 41895 67669 1.59% 0.236%

16 15.492 2274 2279 2290 rVB 488788 834724 19.59% 2.908%

17 15.898 2345 2348 2352 rVB5 33888 49192 1.15% 0.171%
Sum of corrected areas: 28699738
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF021319\
Data File : BF112530.D

Aca On - 13 Feb 2019 11:06

Operator : JU/SJ

Sample : PB117061BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012519.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: BF112530.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112530.D

Aca On : 13 Feb 2019 11:06

Operator : JU/SJ

Sample : PB117061BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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.

5.07 3.85 ng 125220 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 507 (5.069 min): BF112530.D (-503) (-) m/z 43.10 100.00%
431
59.1
5000
101.0
| 83.1 4.80 500 5.20 5.40
SRRDEESNESEESEEESOMSY M ) PSSRV | ESABRMS.oMPESS UM m/z 59.10 60.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN I LR LR IR
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 24.12%
et 690 830 920 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 " 480 500 520 540
5000 m/z 58.00 14 .85%
20.0 101.0
e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime A AR RaR
43.0 4.80 500 5.20 5.40
m/z 41.10 10.19%
5000
101.0
15.0 58.0
|20 | 69.0 840 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021319\
Data File : BF112530.D

Aca On : 13 Feb 2019 11:06

Operator : JU/SJ

Sample : PB117061BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 1

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

6.62 90.81 ng 2954030 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF112530.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.0
20 520 61 e J T o e e T
L L e B B A o O P m/z 134.00 33.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0 R R UL LR

6.20 6.40 6.60 6.80 7.00
m/z 68.05 30.79%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
SRR S L,
74.0 6.20 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.10 20.27%
BUMMSSINS MWERUBENIY 1 P MO’ T
m/z--> 20 40 60 100 120 140 160 180 N
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- T BRamr e e )
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.11%
117.0
5000
39.0 91.0
: 65.0 ‘ ‘ |
,.h..h.ﬂb.ﬂﬁ.nh..:.,ﬂ..h e — R £
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021319\
Data File : BF112530.D

Acq On : 13 Feb 2019 11:06

Operator : JU/SJ

Sample : PB117061BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.07 3.9 ng 125220 1 6.83 650579 20.0
unknown6 .62 6.62 90.8 ng 2954030 1 6.83 650579 20.0
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