LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112217\

Data File : BF100870.D

Aca On - 23 Nov 2017 12:52 Instrument :
Operator : SJ/JU gﬁgiéamlem'
a?zgle i 16567-02 11ZH%ﬂDg${}S
ALS Vial : 41 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-BF110817.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 5.075 504 508 516 rBB 135905 151197 5.49% 1.026%
2 5.475 572 576 579 rBV 686515 662407 24.04% 4 .495%
3 6.481 743 747 755 rVB 475829 444435 16.13% 3.016%
4 6.628 767 772 775 rBVY 1382784 1257216 45.63% 8.531%
5 6.857 807 811 814 rBV 595299 469501 17.04% 3.186%
6 7.016 833 838 841 rBVY 1984255 1808110 65.62% 12.270%
7 7.428 901 908 910 rBY 1295844 1477227 53.61% 10.024%
8 8.139 1025 1029 1032 rBV 754903 618618 22.45% 4.198%
9 9.216 1206 1212 1215 rBvV 2570686 2755354 100.00% 18.697%
10 9.892 1321 1327 1331 rBV 731143 686803 24.93% 4.661%
11 10.316 1396 1399 1402 rvB2 36168 28609 1.04% 0.194%
12 10.563 1438 1441 1444 rVB 60023 42338 1.54% 0.287%
13 10.686 1457 1462 1465 rBvV 984173 953083 34.59% 6.467%
14 10.786 1476 1479 1485 rVB 36494 32557 1.18% 0.221%

15 11.380 1576 1580 1583 rBV 741559 606395 22.01% 4.115%

16 12.969 1845 1850 1853 rBV 2029561 1889568 68.58% 12.822%
17 14.021 2025 2029 2032 rBV 462891 407451 14.79% 2.765%
18 15.492 2273 2279 2285 rBV 355401 445750 16.18% 3.025%

Sum of corrected areas: 14736619
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100870.D

Aca On : 23 Nov 2017 12:52

Operator : SJ/JU

Sample : 16567-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100870.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100870.D

Aca On : 23 Nov 2017 12:52

Operator : SJ/JU

Sample : 16567-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.07 6.44 ng 151197 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (5.069 min): BF100870.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R I L R L
| 83.0 | 4.80 500 5.20 5.40
) SSBSN1FSOVA MM & o L — m/z 59.10 52.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN S IR
4.80 500 5.20 5.40
59.0 m/z 101.00 17.97%
27.0 ‘ 700 83.0 10:‘['0
e LA AR RN RS AR AN AAARA ARARA RAAAN SRS BAAA SARSS RARAN AARRY
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 58.10 14 .44%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- A i ma
59.0 4.80 500 5.20 5.40
31.0 m/z 41.10 9.69%
5000
3.0 73.0
15\'0 A‘ \ | ‘ ‘ 87.0 102.0
G e B RN AR AR RN AR AR RARAN AR LAAS) SARS RSN EARRY R RN S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100870.D

Aca On : 23 Nov 2017 12:52

Operator : SJ/JU

Sample : 16567-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 2

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

6.63 53.56 ng 1257220 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF100870.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 ISEBUASENE SRS LS S
401 549 6.20 6.40 6.60 6.80 7.00
0 gL.0 N m/z 68.10 36.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A UL A I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.06%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 23.25%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.09%
74.0
5000 9go 1160
NI NI --‘--.“1“--‘-“.-- . 1s80 1890 Y W | O
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100870.D

Acq On : 23 Nov 2017 12:52

Operator : SJ/JU

Sample : 16567-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.07 6.4 ng 151197 1 6.86 469501 20.0
unknown6 .63 6.63 53.6 ng 1257220 1 6.86 469501 20.0
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