LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\

Data File : BF097295.D

Aca On : 3 Aug 2017 1:21 Instrument :
Operator : SJ/JU BNA_F

Sample  : 14535-01 Gl
Misc i TRC-MW-101l
ALS Vial : 26 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-BF072517.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 3.981 350 356 369 rVB 212346 316755 13.45% 2.156%
2 4.569 453 456 471 rBV 66939 102566 4 .35% 0.698%
3 5.045 534 537 555 rBV 718293 924151 39.23% 6.292%
4 6.122 714 720 734 rBV 400488 551269 23.40% 3.753%
5 6.222 734 737 749 rVB 1660608 1623058 68.90% 11.050%

6.451 772 776 784 rBV 568043 528488 22.43% 3.598%
6.604 798 802 819 rBV 1643129 1528906 64.90% 10.409%
7.022 869 873 889 rBV 1430193 1285397 54.56% 8.751%
7.733 990 994 1004 rBV 878804 730261 31.00% 4.972%
8.816 1173 1178 1181 rBV 2417379 2355724 100.00% 16.038%

=
QO ~NO®

11 9.474 1287 1290 1303 rVB 914717 813232 34.52% 5.536%
12 10.263 1420 1424 1437 rBV 1133072 1046717 44.43% 7.126%
13 10.951 1537 1541 1547 rBV 697096 579589 24.60% 3.946%
14 12.533 1806 1810 1813 rBV 1575349 1441884 61.21% 9.816%
15 13.574 1983 1987 1996 rBV 523568 497428 21.12% 3.386%

16 14.915 2211 2215 2221 rBV 356635 363409 15.43% 2.474%

Sum of corrected areas: 14688834
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097295.D

Aca On : 3 Aug 2017 1:21

Operator : SJ/JU

Sample : 14535-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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: BF097295.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097295.D

Aca On : 3 Aug 2017 1:21

Operator : SJ/JU

Sample - 14535-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4_.57 3.88 ng 102566 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 456 (4.569 min): BF097295.D (-453) (-) m/z 43.00 100.00%
43.0
5000 59.0
I CE 2% e ko 4B 5bo
e et et e e S e | m/z 59.00  49.23%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL I AL AL
59.0 420 440 4.60 4.80 500
0
150 a0 1010 m/z 58.00 12.72%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 460 4.80 5.00
5000 m/z 101.00 12 .50%
29.0 55.0 83.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide R e R Rma
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.33%
5000 59.0
73.0
101.0
28.0 1l 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097295.D

Aca On : 3 Aug 2017 1:21

Operator : SJ/JU

Sample - 14535-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3 unknown6.22 Concentration Rank 1

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

6.22 61.42 ng 1623060 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 737 (6.222 min): BF097295.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.1 \
21 o1 5ho 650 620 6k 050
: e B m/z 68.10 40.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A UL I AR I
5.80 6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 31.82%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0 k
580 6.00 6.20 6.40 6.60
5000 m/z 66.00 26 .26%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 |
Abundance #52379: Tranylcypromine-propiony! e
57.0 132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.10 16.05%
74.0
5000 98.0 116.0
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘u“| |‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080217\
Data File : BF097295.D

Acq On : 3 Aug 2017 1:21

Operator : SJ/JU

Sample - 14535-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4_57 3.9 ng 102566 1 6.45 528488 20.0
unknown6 .22 6.22 61.4 ng 1623060 1 6.45 528488 20.0
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