LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051117\

Data File : BF095083.D

Aca On : 11 May 2017 16:53 Instrument :

Operator : SJ/MA gﬁA{s el
- _ lentosampleld :

3?22'6 : 13052-02 MW-2-20170508

ALS Vial : 7 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-BF050217 .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

4.995 517 520 537 rBV 95558 214092 6.22% 0.980%
5.648 627 631 663 rBv 567934 1325938 38.52% 6.068%
rBv 308054 730249 21.21% 3.342%
7.366 918 923 937 rVB 1697343 2558227 74.32% 11.707%
7.701 976 980 996 rVB 436373 534201 15.52% 2.445%
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7.942 1016 1021 1043 rVB 1696919 2151630 62.51% 9.847%
8.607 1128 1134 1157 rBV 1203482 1726296 50.15% 7.900%
9.724 1320 1324 1354 rVB 416382 717020 20.83% 3.281%
11.501 1620 1626 1645 rBV 2682660 3442179 100.00% 15.753%
12.554 1800 1805 1820 rBV2 513146 819981 23.82% 3.753%

=
QO ~NO®

11 13.848 2020 2025 2050 rBV 1249516 2013614 58.50% 9.215%
12 14.959 2209 2214 2230 rBV 523514 864558 25.12% 3.957%
13 15.930 2375 2379 2386 rBV 27751 36239 1.05% 0.166%
14 17.289 2604 2610 2613 rBV 2677274 3317513 96.38% 15.182%
15 18.630 2834 2838 2854 rBV 539799 834779 24.25% 3.820%

16 20.294 3117 3121 3133 rBV 347548 565063 16.42% 2.586%

Sum of corrected areas: 21851579
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051117\

Data File : BF095083.D

Aca On : 11 May 2017 16:53

Operator : SJ/MA

ﬁ?ggle i 13052-02 MW-2-20170508
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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: BF095083.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051117\

Data File : BF095083.D

Aca On : 11 May 2017 16:53

Operator : SJ/MA

ﬁ?ggle i 13052-02 MW-2-20170508
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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.

5.00 8.02 ng 214092 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
4 3-Hexanol 102 C6H140 000623-37-0 28
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 23

Abundance Scan 521 (5.001 min): BF095083.D (-517) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 450 40 500 520 54D
el SO 80 "m/z 59.10  59.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.00 21.67%
210 | 510 ‘ 69.0 8300910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 4.80 5.00 520 5.40
5000 m/z 58.10 14 .89%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- e e e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.31%
41.0
5000
86.0
|, 50 | 090 1000
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051117\

Data File : BF095083.D

Aca On : 11 May 2017 16:53

Operator : SJ/MA

ﬁ?ggle i 13052-02 MW-2-20170508
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.37 Concentration Rank 1

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

7.37 95.78 ng 2558230 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 924 (7.372 min): BF095083.D (-918) (-) m/z 132.00 100.00%
132.0
5000
68.0
00 540 || o J T T e e ke
L e S A I A B B m/z 68.05 34 .37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AU R I R
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 33.54%
|
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 20.57%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N BAREE
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 13.38%
74.0
5000 9go 1160 ]\
T II‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| T e
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051117\

Data File : BF095083.D

Acg On : 11 May 2017 16:53

Operator : SJ/MA

ﬁ?ggle i 13052-02 MW-2-20170508
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.00 8.0 ng 214092 1 7.70 534201 20.0
unknown? .37 7.37 95.8 ng 2558230 1 7.70 534201 20.0
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