LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099621.D

Aca On : 18 Oct 2017 17:04

Operator : SJ/JU

Sample : PB103365BL

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-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
1 5.063 503 506 521 rBV 270887 392775 13.44% 1.725%
2 5.463 570 574 593 rBVY 2171495 2312024 79.13% 10.156%
3 6.475 741 746 749 rBVY 2083169 2216995 75.87% 9.738%
4 6.604 763 768 771 rBVY 2331193 2354785 80.59% 10.343%
5 6.828 802 806 815 rBB 607390 557457 19.08% 2.449%

6.981 828 832 836 rBV 2135258 1926207 65.92% 8.461%
7.392 897 902 905 rBV 1475951 1472632 50.40% 6.469%
851998 781359 26.74% 3.432%
9.180 1200 1206 1209 rBV 2777151 2921915 100.00% 12.834%
9.863 1316 1322 1326 rBV 855804 879748 30.11% 3.864%
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11 10.651 1451 1456 1470 rBV 1481583 1595756 54.61% 7.009%
12 11.351 1571 1575 1578 rBV 984078 907818 31.07% 3.988%
13 12.933 1839 1844 1847 rBV2 2712280 2871199 98.26% 12.612%
14 13.992 2020 2024 2031 rBV 955894 864528 29.59% 3.797%
15 15.451 2265 2272 2285 rBV 516278 710922 24.33% 3.123%

Sum of corrected areas: 22766120
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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\BF101817\

BF099621.D

18 Oct 2017 17:04

SJ/Ju

PB103365BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099621.D

Aca On : 18 Oct 2017 17:04

Operator : SJ/JU

Sample : PB103365BL

Misc :

ALS Vial : 4 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.

5.06 14.09 ng 392775 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 505 (5.057 min): BF099621.D (-503) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 UL L LA R R
| | 83.0 480 5.00 5.20 5.40
A wa a B o B RARARY m/z 59.00 56.71%
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 L R LN I
59.0 480 500 520 5.40
m/z 101.00 19.37%
31.0 101.0
'w'“w'“Tﬂ““ﬂ'“v'“l““l“'ﬁigw'“wh“'VH'w'“l““l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.00 16.04%
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 R mmans o E
59.0 480 5.00 5.20 5.40
31.0 m/z 41.10 8.11%
5000
3.0 73.0
15\'0 A‘ | ‘ , ‘ 87.0 102.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099621.D

Aca On : 18 Oct 2017 17:04

Operator : SJ/JU

Sample : PB103365BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 unknown6.60 Concentration Rank 1

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

6.60 84 .48 ng 2354790 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 767 (6.598 min): BF099621.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 T T LT T
40.1 540 J 6.20 6.40 6.60 6.80 7.00
it -|-|.'.8,19. e m/z 68.10 36.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A I AR R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.48%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.74%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R il Bamas nen o
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 14 .22%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SRR | E——
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:\HPCHEM1\BNA_F\DATA\BF101817\
Data File : BF099621.D

Acq On : 18 Oct 2017 17:04

Operator : SJ/JU

Sample : PB103365BL

Misc :

ALS Vial : 4 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... 5.06 14.1 ng 392775 1 6.83 557457 20.0
unknown6 .60 6.60 84.5 ng 2354790 1 6.83 557457 20.0
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