LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104658.D

Aca On : 20 Apr 2018 4:40

Operator : JU/SJ

Sample : PB108328BL

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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.016 493 498 508 rBV 211220 262203 7.79% 1.152%
2 5.422 563 567 583 rBY 2198643 2107176 62.61% 9.260%
3 6.439 735 740 743 rBVY 2164727 2016706 59.92% 8.862%
4 6.575 758 763 766 rBVY 2343687 2161119 64.21% 9.497%
5 6.804 798 802 805 rBV 837633 758396 22.53% 3.333%

6.957 824 828 832 rBV 2640007 2484356 73.81% 10.917%
7.369 892 898 901 rBV 1978314 1909863 56.75% 8.393%
8.086 1016 1020 1025 rBV 1175979 998520 29.67% 4 .388%
9.163 1198 1203 1206 rBV 3614073 3365662 100.00% 14.790%
9.839 1314 1318 1329 rBV 1076925 1031665 30.65% 4 _.534%

=
QO ~NO®

11 10.633 1449 1453 1470 rBV 1154695 1148572 34.13% 5.047%
12 11.327 1568 1571 1580 rBV 903028 826455 24 .56% 3.632%
13 12.915 1837 1841 1845 rBV 2486115 2421186 71.94% 10.640%
14 13.974 2017 2021 2034 rBV 751405 720252 21.40% 3.165%
15 15.439 2264 2270 2278 rBV 376623 544044 16.16% 2.391%

Sum of corrected areas: 22756175
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104658.D

Aca On : 20 Apr 2018 4:40

Operator : JU/SJ

Sample : PB108328BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104658.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104658.D

Aca On : 20 Apr 2018 4:40

Operator : JU/SJ

Sample : PB108328BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
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.

5.02 6.91 ng 262203 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.022 min): BF104658.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.60 4.80 5.00 5.20 5.40
0....,....','...'!|,....,-....-,....,....,....,....,....,2.0.7.. m/z 59.00 62.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S LS SR
59 460 4.80 5.00 5.20 5.40
m/z 101.10 24 .79%
15 4 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 16.21%
O '|"Zq NS ""ll?é"ﬁ4?"'|' T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy- T BRaa e
50 4.60 4.80 5.00 5.20 5.40
31 m/z 41.10 9.42%
5000
3 73
0 - T '%""I""I ?7"ﬁO?"'|"' L S S S S SR UL SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041918\
Data File : BF104658.D

Aca On : 20 Apr 2018 4:40

Operator : JU/SJ

Sample : PB108328BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.57 Concentration Rank 2

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

6.57 56.99 ng 2161120 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF104658.D (-758) (-) m/z 132.00 100.00%
5000 68
20 54 | % J 620 640 6.60 6.80 7.00
o ool 7 e [ gsus g m/z 68.10 41.22%
m/z--> 40 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRR SRASE RRARERARRAN
o7 620 640 6.60 6.80 7.00
- 117 m/z 134.00 32.27%
0....|.... ‘.“l‘.‘.“l‘ .8.8..|1.0.6..|... LS et
m/z--> 60 80 100 120 140 160 180
Abundance
132
69 SRR SRR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.46%
31 5l 8
L B L L WL WL S L W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB L B e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.49%
5000 og 0
o -‘-“‘. 89 qu\,w 18189 S || S
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041918\
Data File : BF104658.D

Acq On = 20 Apr 2018 4:40

Operator : JU/SJ

Sample : PB108328BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 6.9 ng 262203 1 6.80 758396 20.0
unknown6 .57 6.57 57.0 ng 2161120 1 6.80 758396 20.0
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