LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO72518\
Data File : BN002152.D

Aca On : 26 Jul 2018 00:47

Operator : JU/SJ

Sample : PB111180BL

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:\SVOASRV\HPCHEMI\BNA N\METHODS\8270-BN072518 .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

4.858 313 318 332 rVB 747972 1070862 10.74% 1.505%
5.311 389 395 410 rBV 4799302 6922494 69.43% 9.731%
rBV 4447896 7200035 72.21% 10.121%
7.234 714 722 737 rBV 4688128 7339764 73.61% 10.318%
7.693 793 800 809 rvB 936376 1497145 15.02% 2.105%
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8.011 846 854 865 rvVB 3532443 5643657 56.60% 7.933%
8.840 988 995 1007 rBV 2668966 4518524 45.32% 6.352%
10.463 1264 1271 1280 rBV 1182452 1948981 19.55% 2.740%
12.940 1685 1692 1702 rBV 6418100 9502625 95.31% 13.358%
14.322 1920 1927 1937 rBV2 1571835 2367211 23.74% 3.328%

=
QO ~NO®

11 15.816 2174 2181 2199 rBV 4483934 6356357 63.75% 8.935%
12 17.069 2388 2394 2407 rBV 1802783 2544301 25.52% 3.577%
13 19.710 2837 2843 2849 rBV 7926599 9970536 100.00% 14.016%
14 21.269 3102 3108 3116 rBV 1835507 2273693 22.80% 3.196%
15 23.492 3479 3486 3499 rVB 1048998 1982615 19.88% 2.787%

Sum of corrected areas: 71138800
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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:\SVOASRVA\HPCHEMI\BNA N\DATA\BNO72518\

BN002152.D

26 Jul 2018 00:47

JussJ

PB111180BL

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN072518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BN002152.D

5.31 7.23

6.88

8.01

4.86 7,69

10.46

ob=

Time--> 3.00

350 400 450 500 550 6.00 650 700 750 8.00 850

9.00

9.50

10.00 10.50 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BN002152.D

12.94

15.82

14,32 17.07

19,71

O
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BN002152.D

21.27
23.49

|

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO72518\
Data File : BN002152.D

Aca On 26 Jul 2018 00:47

Operator : JU/SJ

Sample : PB111180BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN072518_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.

4._86 14.31 ng 1070860 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 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 318 (4.858 min): BN002152.D (-313) (-) m/z 43.00 100.00%
43.0
59.0
5000
e 460 480 500 520
o....,....','...':|,....Eﬁ"f;(.’..',|....,....,....,....,....,297.-9. m/z 59.00 57.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 i aho sk sk
0
150 1010 m/z 101.00 18.81%
0 wl ol 830
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344 3-Hexanol, 4-methyl-
59.0
460 480 500 520
5000 41.0 m/z 58.00 15.69%
L
O'E%?JL'M”“MW'”W'L'W"”I'”'I'”'I”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- EEEE RS e
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.75%
5000
41.0
101.0
0'”'?%ﬂ'wb”1W'”'l'”'J'”'I'”'I'”'I'”'I'”'I'”' UL SRR RN LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO72518\
Data File : BN002152.D

Aca On 26 Jul 2018 00:47

Operator : JU/SJ

Sample : PB111180BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN072518_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 unknown7.23 Concentration Rank 1

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

7.23 98.05 ng 7339760 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 721 (7.228 min): BN002152.D (-714) (-) m/z 132.00 100.00%
13%.0
5000 68.0
96.0 AR RS AR RS
40.0 54.0 J 6.80 7.00 7.20 7.40 7.60
ol 4820 | Me0 m/z 68.00 43.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AR ARAS LS R S
6.80 7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 32.94%
5.0 90 g69
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.80 7.00 7.20 7.40 7.60
5000 980 1160 m/z 66.00 29.20%
0 T II‘I\I\I\III‘MII |“|||H“||‘|“|| I‘MIII |:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- e
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 17.84%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“||||||‘|‘||l‘|l“| T e
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72518\
Data File : BN002152.D

Acq On : 26 Jul 2018 00:47

Operator : JU/SJ

Sample : PB111180BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.86 14.3 ng 1070860 1 7.69 1497150 20.0
unknown7 .23 7.23 98.0 ng 7339760 1 7.69 1497150 20.0
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