LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110817\

Data File : BF100302.D

Aca On : 8 Nov 2017 20:04 Instrument :
Operator : SJ/JU BNA_F

Sample : 16311-01 5X ?F';%';tfﬁ)@f;e'd 1
Misc : —

ALS Vial : 13 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 5.116 512 515 524 rBV 168285 176981 10.17% 1.177%
2 5.504 577 581 584 rBV 914852 754192 43.32% 5.017%
3 6.504 747 751 757 rBV 851864 793500 45.58% 5.279%
4 6.663 774 778 781 rBV 947515 811945 46.64% 5.402%
5 6.898 814 818 822 rBVY 1564612 1305502 74.98% 8.685%
6 7.051 840 844 848 rVB 733932 660047 37.91% 4.391%
7 7.457 908 913 916 rBV 527610 461183 26.49% 3.068%
8 8.181 1032 1036 1039 rBvV 2095412 1714088 98.45% 11.403%
9 9.251 1215 1218 1222 rVB 1183118 938447 53.90% 6.243%
10 9.645 1282 1285 1288 rVB 27572 20318 1.17% 0.135%

11 9.933 1330 1334 1338 rBV 1855315 1741020 100.00% 11.582%
12 10.645 1451 1455 1458 rBV 86254 70183 4._.03% 0.467%
13 10.716 1464 1467 1471 rBV 501573 399275 22.93% 2.656%
14 11.422 1583 1587 1590 rBV 1829819 1547387 88.88% 10.294%

15 11.445 1590 1591 1594 rVB 57205 27617 1.59% 0.184%
16 11.810 1650 1653 1656 rBV 76613 56158 3.23% 0.374%
17 12.498 1767 1770 1771 rBV 45521 40736 2.34% 0.271%
18 12.516 1771 1773 1776 rVB 201229 147775 8.49% 0.983%
19 12.598 1785 1787 1790 rBV 36406 31982 1.84% 0.213%
20 12.633 1790 1793 1796 rVB 83962 75526 4._.34% 0.502%
21 12.863 1829 1832 1834 rVB 65839 57975 3.33% 0.386%
22 13.004 1852 1856 1859 rBV 707594 629156 36.14% 4.186%
23 13.898 2005 2008 2015 rVBS8 22966 38514 2.21% 0.256%
24 14.057 2030 2035 2038 rBV 1283210 1191794 68.45% 7.929%
25 15.098 2210 2212 2220 rVB 45491 88946 5.11% 0.592%

26 15.539 2282 2287 2300 rVB 919503 1251257 71.87% 8.324%

Sum of corrected areas: 15031504
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110817\
Data File : BF100302.D

Aca On : 8 Nov 2017 20:04

Operator : SJ/JU

Sample - 16311-01 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\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: BF100302.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100302.D

Aca On : 8 Nov 2017 20:04

Operator : SJ/JU

Sample : 16311-01 5X

Misc :

ALS Vial : 13 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.

5.12 2.71 ng 176981 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 516 (5.122 min): BF100302.D (-512) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 AR SRS R LR
83.0 | 4.80 500 5.20 5.40
oY ISP UOY | S MU MM m/z 59.10 52.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L I I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.00 18.36%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 5.00 520 540
5000 m/z 58.10 16.28%
41.0
29.0 101.0
0 50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methy!l- B R R
59.0 480 500 5.20 5.40
m/z 41.10 9.25%
5000
43.0 101.0
150 3° [l ] w0 80
m/z--> 10 20 3I 40 50 6|O 7'0 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110817\
Data File : BF100302.D

Aca On : 8 Nov 2017 20:04

Operator : SJ/JU

Sample : 16311-01 5X

Misc :

ALS Vial : 13 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 2 unknown6.66 Concentration Rank 1

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

6.66 12.44 ng 811945 1,4-Dichlorobenzene-d4 6.90
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 777 (6.657 min): BF100302.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
@iso || % L | ok ko ok 7o
oSSR THEPUCY SUSSPEY S R L | m/z 68.10 41.48%
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 U R R R
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.73%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.00 27.68%
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-propiony! e e S NRm e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.49%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R b e R R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110817\
Data File : BF100302.D

Acq On > 8 Nov 2017 20:04

Operator : SJ/JU

Sample : 16311-01 5X

Misc :

ALS Vial : 13 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... 5.12 2.7 ng 176981 1 6.90 1305500 20.0
unknown6 .66 6.66 12.4 ng 811945 1 6.90 1305500 20.0
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