LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098840.D

Aca On : 26 Sep 2017 18:54

Operator : SJ/JU

Sample : PB102610BL

Misc :

ALS Vial : 15 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-BF092317.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

5.145 515 520 529 rBV 544228 638435 16.14% 2.341%
5.534 582 586 590 rBV 2460984 2447396 61.86% 8.973%
rBV 2409621 2393053 60.48% 8.774%
6.681 777 781 784 rBV 2762519 2494715 63.05% 9.147%
6.916 817 821 824 rBV 935782 826179 20.88% 3.029%
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7.069 843 847 851 rVB 2975429 2752650 69.57% 10.092%
7.475 911 916 919 rBV 2220784 2167465 54.78% 7.947%
8.192 1034 1038 1042 rBV 1287444 1128879 28.53% 4_.139%
9.269 1216 1221 1224 rBV 4021935 3956628 100.00% 14.507%
9.951 1333 1337 1341 rBV 1412540 1191111 30.10% 4_.367%

=
QO ~NO®

11 10.739 1466 1471 1474 rBV 1576867 1378949 34.85% 5.056%
12 11.439 1586 1590 1593 rBV 1301042 1100351 27.81% 4.034%
13 13.021 1854 1859 1863 rBV 3136855 3163175 79.95% 11.598%
14 14.074 2034 2038 2042 rBvV 958739 836239 21.14% 3.066%
15 15.568 2286 2292 2301 rVB 621248 799391 20.20% 2.931%

Sum of corrected areas: 27274616
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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\BF092617\

BF098840.D

26 Sep 2017 18:54

SJ/JuU

PB102610BL

15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098840.D

Aca On : 26 Sep 2017 18:54

Operator : SJ/JU

Sample : PB102610BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.15 15.46 ng 638435 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 521 (5.151 min): BF098840.D (-515) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IS R L L
| 83.0 | 4.80 5.00 5.20 5.40
O | NN MUt U m/z 59.00 56.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN LN AR ISR AR
59.0 480 500 520 540
m/z 101.00 20.90%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 16.39%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R B A
43.0 480 500 520 5.40
m/z 41.00 8.33%
5000
101.0
150 310 | 80490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\
Data File : BF098840.D

Aca On : 26 Sep 2017 18:54

Operator : SJ/JU

Sample : PB102610BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.68 Concentration Rank 2

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

6.68 60.39 ng 2494720 1,4-Dichlorobenzene-d4 6.92
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 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 781 (6.681 min): BF098840.D (-777) (-) m/z 132.00 100.00%
13%.0
5000 68.1
w1 sa0 || o 96|° s '6.40 6.60 6.80 7.00
SO I | RO B . TR | . m/z 68.10 38.16%
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
132.0
=000 i T o T
10 550 %0 70 m/z 134.00 32.31%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 ok b0 680 7o
5000 ' m/z 66.00 24 .15%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L L LB B
132.0 6.40 6.60 6.80 7.00
m/z 69.05 14 .61%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 aho a%o aéo 160
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092617\
Data File : BF098840.D

Acq On : 26 Sep 2017 18:54

Operator : SJ/JU

Sample : PB102610BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.15 15.5 ng 638435 1 6.92 826179 20.0
unknown6 .68 6.68 60.4 ng 2494720 1 6.92 826179 20.0
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