LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012517\
Data File : BF092472.D

Aca On : 25 Jan 2017 13:15

Operator : SJ/MA

Sample : PB96140BL

Misc :

ALS Vial : 10 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-BF012417 .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 5.173 267 270 278 rVB 1478040 2257698 42 .30% 4.871%
2 5.573 302 305 307 rBY 4425854 4813789 90.19% 10.386%
3 6.590 390 394 396 rBY 4138564 4600473 86.19% 9.926%
4 6.739 403 407 409 rBV 3676522 5038241 94.39% 10.870%
5 6.967 424 427 429 rBVY 1308908 1133145 21.23% 2.445%

7.127 438 441 443 rBV 3711944 3901108 73.09% 8.417%
7.527 473 476 479 rBV 2382337 3201646 59.98% 6.908%
8.259 537 540 542 rBV 1516116 1536729 28.79% 3.316%
9.345 631 635 637 rBV 4597447 5337597 100.00% 11.516%
10.019 691 694 697 rBV 1402840 1679199 31.46% 3.623%

=
QO ~NO®

11 10.819 760 764 766 rBV 2383450 3156435 59.14% 6.810%
12 11.516 822 825 827 rBV 1529908 1758199 32.94% 3.793%
13 13.105 961 964 967 rBV 4344246 4742841 88.86% 10.233%
14 14.145 1053 1055 1058 rBV 1198927 1544376 28.93% 3.332%
15 15.631 1181 1185 1187 rBV 905501 1260824 23.62% 2.720%

16 15.677 1187 1189 1194 rVB 62129 93460 1.75% 0.202%

17 16.122 1225 1228 1232 rBVY 52781 85738 1.61% 0.185%

18 16.637 1270 1273 1277 rVB 47150 88919 1.67% 0.192%

19 17.254 1323 1327 1331 rVB 27908 63054 1.18% 0.136%

20 17.974 1386 1390 1397 rVB 19440 55485 1.04% 0.120%
Sum of corrected areas: 46348956
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\
Data File : BF092472.D

Aca On - 25 Jan 2017 13:15

Operator : SJ/MA

Sample : PB96140BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF012417 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092472.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092472.D

Aca On : 25 Jan 2017 13:15

Operator : SJ/MA

Sample : PB96140BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.17 39.85 ng 2257700 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 270 (5.173 min): BF092472.D (-267) (-) m/z 43.05 100.00%
43.0
59.1
5000
| oo sa1 1°|“ 480 500 520 540 560
Mt M H m/z 59.10 54.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 1010 m/z 58.10 16.67%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 m/z 101.10 15.97%
410 101.0
o 15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e R
54.0 480 500 520 5.40 5.60
m/z 41.10 8.75%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ SOQ“‘ : . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092472.D

Aca On : 25 Jan 2017 13:15

Operator : SJ/MA

Sample : PB96140BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.74 Concentration Rank 1

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

6.74 88.92 ng 5038240 1,4-Dichlorobenzene-d4 6.97
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 407 (6.739 min): BF092472.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 681
96.1 R U L SRR
40.1 54.0 6.40 6.60 6.80 7.00
o‘w.'?}-?. TR 2 | — m/z 68.10 36.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR U L SRR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.10 34.11%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 680 7.00
5000 67.0 m/z 66.10 23.01%
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 #48639: Tranylcypromine-propiony! e AN SRE R o
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 96.10 14.28%
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| e
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 : Z:\HPCHEMI1\BNA_F\DATA\BF012517\
Data File : BF092472.D

Acq On : 25 Jan 2017 13:15

Operator : SJ/MA

Sample : PB96140BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.17 39.9 ng 2257700 1 6.97 1133150 20.0
unknown6 .74 6.74 88.9 ng 5038240 1 6.97 1133150 20.0
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