LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104448.D

Aca On : 12 Apr 2018 14:01

Operator : JU/SJ

Sample : PB108173BL

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:\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 5.034 495 501 509 rvB 99423 135264 3.70% 0.488%
2 5.428 563 568 571 rBVY 2769517 2866027 78.48% 10.332%
3 6.440 734 740 743 rBVY 2625756 2805619 76.83% 10.114%
4 6.581 759 764 767 rBVY 2811622 2932913 80.31% 10.573%
5 6.804 799 802 806 rBV 717896 643519 17.62% 2.320%

6.963 825 829 832 rBV 2600778 2354223 64.47% 8.487%
7.375 893 899 902 rBV 1722951 1870691 51.23% 6.744%
958922 890453 24.38% 3.210%
9.169 1198 1204 1207 rBV 3513402 3518765 96.36% 12.685%
9.845 1314 1319 1323 rBV 1075749 1013566 27.75% 3.654%
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11 10.639 1448 1454 1457 rBV 2224989 2214509 60.64% 7.983%
12 11.333 1568 1572 1576 rBV 1151430 1054507 28.88% 3.801%
13 12.927 1838 1843 1847 rBV 3312663 3651873 100.00% 13.165%
14 13.980 2018 2022 2026 rVB 1143957 1011853 27.71% 3.648%
15 15.445 2266 2271 2280 rVB 619727 776204 21.25% 2.798%

Sum of corrected areas: 27739986
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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:\HPCHEMI\BNA F\DATA\BF041218\

BF104448.D

12 Apr 2018 14:01

JussJ

PB108173BL

4 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104448.D

Aca On : 12 Apr 2018 14:01

Operator : JU/SJ

Sample : PB108173BL

Misc :

ALS Vial : 4 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

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.

5.03 4.20 ng 135264 1,4-Dichlorobenzene-d4 6.81
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 500 (5.028 min): BF104448.D (-495) (-) m/z 43.00 100.00%
a3
59
5000
101
| 83 | 4.60 4.80 5.00 5.20 5.40
o P US| NS m/z 59.00 56.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR S R
59 460 4.80 5.00 520 5.40
m/z 101.00 21.30%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.00 18.27%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime T e B
43 460 4.80 5.00 5.20 5.40
m/z 41.00 10.39%
5000
101
15 58
B 0 8 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041218\
Data File : BF104448.D

Aca On : 12 Apr 2018 14:01

Operator : JU/SJ

Sample : PB108173BL

Misc :

ALS Vial : 4 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

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 unknown6.58 Concentration Rank 1

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

6.58 91.15 ng 2932910 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 764 (6.581 min): BF104448.D (-759) (-) m/z 132.00 100.00%
32
5000 68
-
40 54 75 104 ‘ 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:,".'..7.,::..??.l.'....,..?‘.7,..!.,.':..,.1.1:‘3.,....,-'...,.. m/z 68.05 38.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 BB RS AR BN R
a1 o7 620 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.93%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 SR ARERE NS R
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 449
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L B L N B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.44%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 a%o aho 6.60 aéo 160
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041218\
Data File : BF104448.D

Acq On : 12 Apr 2018 14:01

Operator : JU/SJ

Sample : PB108173BL

Misc :

ALS Vial : 4 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 4.2 ng 135264 1 6.81 643519 20.0
unknown6 .58 6.58 91.2 ng 2932910 1 6.81 643519 20.0
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