LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121917\

Data File : BF101554.D

Aca On - 20 Dec 2017 6:44 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16956-06 Gl gl
Misc i 121417-TIDO-E-U-S
ALS Vial : 37 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-BF121417.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

5.028 497 500 516 rBvV 53669 100783 2.22% 0.362%
5.428 565 568 594 rBV 1082272 1542420 33.99% 5.545%
rBv 634440 1027575 22.64% 3.694%
6.575 760 763 771 rBV 2320464 2523209 55.60% 9.070%
6.804 799 802 812 rBV 1061803 1003037 22.10% 3.606%

abrwWNPEF
(9}
D
N
al
\l
W
o0}
\l
N
=
\l
(o))
o

6.963 825 829 846 rBV 3281021 3253173 71.68% 11.694%
7.381 895 900 922 rBV 2392860 2976132 65.58% 10.699%
8.087 1017 1020 1038 rBV 1143080 1329196 29.29% 4.778%
9.163 1199 1203 1213 rBV 4179010 4538322 100.00% 16.314%
9.563 1268 1271 1277 rVB 92986 101722 2.24% 0.366%

=
QO ~NO®

11 9.845 1313 1319 1333 rVB 1340496 1416079 31.20% 5.091%
12 10.639 1450 1454 1468 rBV 1544781 1756857 38.71% 6.316%
13 11.333 1569 1572 1588 rBV 1078772 1261040 27.79% 4 _.533%
14 12.922 1837 1842 1845 rBV 3089577 3179001 70.05% 11.428%
15 13.810 1988 1993 2003 rBV2 18315 46039 1.01% 0.166%

16 13.986 2019 2023 2033 rBvV 778828 874190 19.26% 3.143%
17 15.457 2269 2273 2287 rVB 581824 889239 19.59% 3.197%

Sum of corrected areas: 27818014

8270-BF121417_.M Wed Dec 20 11:54:28 2017 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121917\
BF101554.D

20 Dec 2017 6:44

SJ/JuU

16956-06

37 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121417 .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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101554.D

Aca On : 20 Dec 2017 6:44

Operator : SJ/JU

Sample : 16956-06

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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.

5.03 2.01 ng 100783 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 500 (5.028 min): BF101554.D (-497) (-) m/z 43.00 100.00%
43.0
5000 59.0 Aﬁ\\\&‘*
101.1 SRV VAR AR A
510, | 83.0 | 4.60 4.80 5.00 5.20 5.40
e el e e m/z 59.00 51.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS SRR A S
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.10 17.08%
2.0 | 510 ‘ 690 830910 0
miz--> A D A N AT P
Abundance
43.0
SRS SRARS SRS RARSS RAR
570 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14 _.79%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.56%
5000 41.0
69.0 870
15.0 M 1| 510yl 98.0
m/z--> 10 20 30 I0 50 6|0 7'0 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF121917\
Data File : BF101554.D

Aca On : 20 Dec 2017 6:44

Operator : SJ/JU

Sample : 16956-06

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.57 Concentration Rank 2

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

6.57 50.31 ng 2523210 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 762 (6.569 min): BF101554.D (-760) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 9.0 J 620 640 6.60 6.80 7.00
o} O T L m/z 68.10 50.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR RS SRR
620 640 6.60 6.80 7.00
m/z 66.00 32.17%

31.0 51.0
'"I'""Hll'H'I'l"‘l""l""'l""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0

6.20 6.40 6.60 6.80 7.00

5000 m/z 134.00 30.31%
104.0
270 510 %00 44,
mz-> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e R o
57.0 132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.05 20.48%

74.0
5000 ggo 150
o 1580 1890
...,....,....,....,....,...., Al 1580 1890

m/z--> 20 40 100 120 140 160 180 6.20 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\BF121917\
Data File : BF101554.D

Acq On = 20 Dec 2017 6:44

Operator : SJ/JU

Sample - 16956-06

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.03 2.0 ng 100783 1 6.80 1003040 20.0
unknown6 .57 6.57 50.3 ng 2523210 1 6.80 1003040 20.0
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