LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112717\
Data File : BF100909.D

Aca On : 27 Nov 2017 23:46

Operator : SJ/JU

Sample : PB104511BL

Misc :

ALS Vial : 29 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 5.087 506 510 518 rBV 265795 303534 16.21% 2.502%
2 5.481 573 577 581 rBVY 1040878 999311 53.38% 8.238%
3 6.486 743 748 751 rBVY 1035815 973558 52.01% 8.026%
4 6.628 767 772 775 rBV 1199747 1043255 55.73% 8.600%
5 6.857 807 811 814 rBV 455968 364422 19.47% 3.004%

7.016 833 838 841 rBV 1343782 1247157 66.62% 10.281%
7.422 901 907 910 rBV 957608 945706 50.52% 7.796%
8.139 1024 1029 1032 rBV 546534 466953 24.94% 3.849%
9.216 1206 1212 1215 rBV 2014148 1872036 100.00% 15.433%
9.892 1322 1327 1331 rBV 555402 517388 27.64% 4._.265%

=
QO ~NO®

11 10.680 1457 1461 1476 rBV 691114 640431 34.21% 5.280%
12 11.380 1576 1580 1584 rBV 603047 496039 26.50% 4._.089%
13 12.968 1845 1850 1853 rBV 1711787 1559903 83.33% 12.860%
14 14.021 2025 2029 2036 rBV 425477 373568 19.96% 3.080%
15 15.492 2273 2279 2290 rBV 253788 326974 17.47% 2.696%

Sum of corrected areas: 12130235
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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:\HPCHEMIN\BNA F\DATA\BF112717\

BF100909.D

27 Nov 2017 23:46

SJ/JuU

PB104511BL

29 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.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:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100909.D

Aca On : 27 Nov 2017 23:46

Operator : SJ/JU

Sample : PB104511BL

Misc :

ALS Vial : 29 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.

5.09 16.66 ng 303534 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 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 511 (5.092 min): BF100909.D (-506) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 A
4.80 5.00 5.20 5.40
Ottt 8802989 5T 59,10 56.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR Sk sk ko
0
150 1010 m/z 101.10 20.23%
0 wl ol " 83.0 \ ‘
LA S SR SULELEL SURLIL UL DAL B SO B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 5.00 520 540
5000 m/z 58.10 14.81%
41.0
101.0
25,0
L L L U S S S S S WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- e e
59.0 4.80 5.00 520 5.40
m/z 41.10 8.74%
5000 41.0
L
0'E%?JL'M”“Mi”M'PL'W"'W"”I'”'I'”'I”"P"' U A L S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100909.D

Aca On : 27 Nov 2017 23:46

Operator : SJ/JU

Sample : PB104511BL

Misc :

ALS Vial : 29 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 unknown6.63 Concentration Rank 2

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

6.63 57.26 ng 1043260 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 N-(-phenvlisopropvDbenzaldimine 223 C16H17N 1000379-01-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF100909.D (-767) (-) m/z 132.00 100.00%
132.0
5000 68.1
O T 620 6n 650 B0 760
O m/z 68.10 37.67%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i ARV
410 o7.0 m/z 134.00 32.75%
0...|....|....|.... ||1:|I-d|0| ‘. A e B T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 9g0 1160 m/z 66.00 23.58%
0 158.0 189.0
m/z--> 40 60 80 100 120 140 160 180 200 220 I
Abundance #80319: N-(-phenylisopropyl)benzaldimine e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .74%
5000
105.0
ol 510 [ 165.0181.0  208.0
m/z--> 40 60 80 100 120 140 160 180 200 220 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\BF112717\
Data File : BF100909.D

Acq On : 27 Nov 2017 23:46

Operator : SJ/JU

Sample : PB104511BL

Misc :

ALS Vial : 29 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... 5.09 16.7 ng 303534 1 6.86 364422 20.0
unknown6 .63 6.63 57.3 ng 1043260 1 6.86 364422 20.0
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