LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121417\

Data File : BG031567.D

Aca On : 14 Dec 2017 20:26 Instrument :
Operator : SJ/JU BNA_G

Sample - 16884-02 ClientSampleld :
Misc - MW-1-20171211
ALS Vial : 8 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 G\METHODS\8270-BG121117.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 4.775 247 253 262 rBV 198439 339758 6.35% 1.518%
2 5.174 315 321 330 rBV2 46994 81257 1.52% 0.363%
3 5.656 397 403 421 rBV 374480 703574 13.14% 3.144%
4 7.266 671 677 688 rBV 210221 420687 7.86% 1.880%
5 7.630 732 739 751 rBV 799186 1464763 27.37% 6.546%

8.100 811 819 829 rBV 229889 414033 7.74% 1.850%
8.423 865 874 889 rBvV 801857 1472042 27 .50% 6.578%
9.269 1010 1018 1034 rBV 554990 1123429 20.99% 5.020%
10.915 1291 1298 1318 rBVY 276247 579674 10.83% 2.590%
13.347 1705 1712 1723 rBV 1849393 3024933 56.51% 13.518%

=
QO ~NO®

11 14.728 1940 1947 1958 rBV2 467175 862517 16.11% 3.854%
12 16.214 2193 2200 2224 rBV 1437058 2386782 44.59% 10.666%
13 17.472 2407 2414 2429 rBvV2 708260 1203727 22.49% 5.379%
14 20.063 2848 2855 2866 rBV 3983018 5352661 100.00% 23.920%
15 21.737 3133 3140 3158 rBvV 886578 1588069 29.67% 7.097%

16 25.022 3687 3699 3713 rBV2 439174 1359044 25.39% 6.073%

Sum of corrected areas: 22376950
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031567.D

Aca On : 14 Dec 2017 20:26

Operator : SJ/JU

Sample : 16884-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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: BG031567.D

3500000
3000000
2500000
2000000
1500000
1000000 763 8.42

500000 5.66
4.77 7.27 8.10 10.91
5.17

O T ) SN S L SRS NS SMRSTESURY | SRSV | A ST SRS | A b

T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031567.D

20.06
3500000

3000000
2500000
2000000{ 13.35

1500000 16.21
1000000 21.74

17.47
500000 14.73

L0 L L i o L 0 e o B L L o

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG031567.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 25.02

O R A e R RN R e R R AR RS R RS R R

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031567.D

Aca On : 14 Dec 2017 20:26

Operator : SJ/JU

Sample : 16884-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.17 3.93 ng 81257 1,4-Dichlorobenzene-d4 8.09
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 102 C6H140 000623-37-0 37
3 3-0Octanol 130 C8H180 000589-98-0 25
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 25
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 320 (5.168 min): BG031567.D (-315) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 480 500 520 540 5.60
o....,....',':..':|,....Eﬁ"f;(.’..-,|....,....,....,....,....,29?'.2. m/z 59.10 59.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL LA I I
59.0 480 500 520 540 5.60
0
150 1010 m/z 101.10 19.72%
0 wl . 83.0 \‘
LI SULELEL SLLELEL SULELEL SURL DAL DAL B L L W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540 5.60
5000 43.0 m/z 58.00 16.51%
27.0
0 84.0 101.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13640: 3-Octanol
59.0 480 5.00 5.20 5.40 5.60
m/z 41.10 9.97%
5000 41.0 83.0
‘ 101.0
0"“|'NHHM'JW'““l*'””"”l"“l"“l"“l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121417\
Data File : BG031567.D

Aca On : 14 Dec 2017 20:26

Operator : SJ/JU

Sample : 16884-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 3 unknown7.63 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.63 70.76 ng 1464760 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 739 (7.630 min): BG031567.D (-732) (-) m/z 132.00 100.00%

132.0
5000 68.1

40.0 54.0 %.0 720 7.0 7.60 7.80 8.00
0 e — m/z 68.10 39.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 R SR (P
7.20 7.40 7.60 7.80 8.00

m/z 134.00 34 .39%

31.0 51.0

0 ‘H\\ H (1A L 1

LA e o e e o L L e e s s
m/z--> 40 60 80 100 120 140 160 180
Abundance

132.0

7.20 7.40 7.60 7.80 8.00

5000 m/z 66.00 26.27%
33.0 105.0
51.0 70.0 86.0
O e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A
57.0 132.0 720 740 760 780 800

m/z 69.10 16.25%

74.0
116.0
5000 98.0
o A ‘L ! 158.0 189.0
L It T o EL A [ e e e O e

m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00

8270-BG121117.M Fri Dec 15 13:53:00 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121417\
Data File : BG031567.D

Acq On : 14 Dec 2017 20:26

Operator : SJ/JU

Sample - 16884-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.17 3.9 ng 81257 1 8.09 414033 20.0
unknown7 .63 7.63 70.8 ng 1464760 1 8.09 414033 20.0
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