LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093838.D

Aca On : 22 Mar 2017 18:01

Operator : SJ/MA

Sample : PB97721BL

Misc :

ALS Vial : 10 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:\HPCHEM1I\BNA F\METHODS\8270-BF032217.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 2.146 40 44 51 rvB 128356 142968 2.35% 0.306%
2 4.146 379 384 395 rBV 575906 804371 13.23% 1.721%
3 4_.522 442 448 451 rBVY 4301334 4890583 80.41% 10.465%
4 5.569 619 626 629 rBY 3705586 5049177 83.02% 10.804%
5 5.728 647 653 656 rBY 4376564 5114846 84.10% 10.945%

5.987 692 697 700 rBV 1153690 1126893 18.53% 2.411%
6.163 722 727 731 rBV 3706334 4021535 66.12% 8.605%
6.634 800 807 810 rBV 2591775 3349986 55.08% 7.168%
7.487 946 952 956 rBV 1440486 1544100 25.39% 3.304%
8.816 1170 1178 1181 rBV 4750671 6082003 100.00% 13.014%

=
QO ~NO®

11 9.633 1310 1317 1321 rBV2 1476101 1689506 27.78% 3.615%
12 10.604 1474 1482 1485 rBV 2745320 3288895 54.08% 7.038%
13 11.457 1620 1627 1631 rBV 1649648 1646828 27.08% 3.524%
14 13.445 1954 1965 1968 rBV 3981538 5298147 87.11% 11.337%
15 14.710 2174 2180 2187 rBV 1342272 1473727 24.23% 3.153%

16 16.345 2452 2458 2466 rBV 1024499 1209520 19.89%% 2.588%

Sum of corrected areas: 46733085
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093838.D

Aca On : 22 Mar 2017 18:01

Operator : SJ/MA

Sample : PB97721BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF093838.D
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Abundance TIC: BF093838.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093838.D

Aca On : 22 Mar 2017 18:01

Operator : SJ/MA

Sample : PB97721BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.15 2.54 ng 142968 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 Ethanethioamide 75 C2H5NS 000062-55-5 9
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
5 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 9

Abundance Scan 45 (2.152 min): BF093838.D (-40) (-) m/z 75.00 100.00%
79.0
5000 45.0
57.1 200 220 240 260
...,....,....,....',:'..|.,...'.,....,~.::.,....,....1,‘?3.'9.,. m/z 73.10 74.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 29.0 LA LA L N
200 220 240  2.60
m/z 45.00 43.70%
| 57.0 | 870 1030
miz--> 10 20 o h e % i
Abundance
73.0
200 220 240 260
5000 m/z 41.10 28.94%
45.0
29.0
55.0 101.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #863: Ethanethioamide i man e e
75.0 200 220 240 260
m/z 47.10 23.89%
5000 41.0 60.0
ne s |
. \ | 1
m/z--> 10 20 ' 50 60 70 8 90 100 110 2& 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093838.D

Aca On : 22 Mar 2017 18:01

Operator : SJ/MA

Sample : PB97721BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.15 14.28 ng 804371 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 385 (4.151 min): BF093838.D (-379) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 BRI RE S
| | 831 3.80 4.00 4.20 4.40
e e e e e e e e m/z 59.00 52.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L U AL L IR B
59.0 380 400 420 440
0,
150 4, 1010 m/z 101.10 19.64%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 400 420 440
5000 41.0 m/z 58.00 15.90%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: l—Propen—Z—oI, acetate LA L L L L LB L
43.0 3.80 4.00 4.20 4.40
m/z 41.10 8.19%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 380 400 4.20 440
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093838.D

Aca On : 22 Mar 2017 18:01

Operator : SJ/MA

Sample : PB97721BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown5.73 Concentration Rank 1

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

5.73 90.78 ng 5114850 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 653 (5.728 min): BF093838.D (-647) (-) m/z 132.00 100.00%
132.0
5000 68.1
%1 ®o Sk ko 5k 6b) |
: I B e B B m/z 68.10 39.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i FIATITI
0 70 7o m/z 134.00 33.15%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
'5.40 560 580 600
5000 m/z 66.10 24 .86%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 )
Abundance #48639: Tranylcypromine-propiony! R A RERAE SR ES s
57.0 132.0 540 5.60 5.80 6.00
m/z 69.10 15.83%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R AR RS
m/z--> 20 40 60 80 100 120 140 160 180 5.40 5.60 5.80 6.00

8270-BF032217.M Thu Mar 23 19:15:32 2017 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032217\
Data File : BF093838.D

Acq On : 22 Mar 2017 18:01

Operator : SJ/MA

Sample : PB97721BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
Quant Title : 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]
Propane, 1,l1-dime... 2.15 2.5 ng 142968 1 5.99 1126890 20.0
2-Pentanone, 4-hy... 4.15 14.3 ng 804371 1 5.99 1126890 20.0
unknown5.73 5.73 90.8 ng 5114850 1 5.99 1126890 20.0
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