LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032217\

Data File : BG026374.D

Aca On - 22 Mar 2017 12:40 Instrument :

Operator : SJ/MA ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : 12332-03 FK-SF-01-002-B

ALS Vial : 6 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-BG032017.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 5.145 344 350 363 rBV 87883 140439 3.16% 0.475%
2 5.620 424 431 447 rBV 980908 1613597 36.34% 5.460%
3 7.207 694 701 718 rBVY 1004932 1768170 39.82% 5.983%
4 7.583 758 765 775 rBVY 1061914 1832462 41.27% 6.201%
5 8.047 837 844 854 rBV 433443 750115 16.89% 2.538%

8.370 892 899 910 rBV 797301 1412125 31.80% 4._779%
9.204 1033 1041 1056 rBvV 594379 1088360 24.51% 3.683%
10.850 1313 1321 1328 rBV 705228 1263335 28.45% 4._.275%
13.282 1728 1735 1747 rBV 2182403 3360512 75.68% 11.372%
14.099 1868 1874 1880 rBV 82870 125293 2.82% 0.424%

=
QO ~NO®

11 14.657 1959 1969 1977 rBv2 1180122 1890394 42.57% 6.397%
12 16.132 2212 2220 2234 rBV 1479729 2329233 52.45% 7.882%
13 16.343 2252 2256 2260 rBV2 33204 49373 1.11% 0.167%
14 17.383 2427 2433 2439 rBV2 1413944 2216470 49.91% 7.501%
15 19.428 2777 2781 2786 rVB 117938 163257 3.68% 0.552%

16 19.786 2839 2842 2847 rVB 102296 138821 3.13% 0.470%
17 19.980 2870 2875 2881 rBV 3455497 4440651 100.00% 15.027%

18 21.631 3150 3156 3162 rBV 1497693 2495076 56.19% 8.443%
19 24.816 3689 3698 3709 rvB2 875941 2473181 55.69% 8.369%

Sum of corrected areas: 29550864
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Libra
TIC Integ

LSC Report

BG026374.D

22 Mar 2017 12:40
SJ/MA

12332-03

6 Sample Multiplier: 1

le ASP BNA STANDARDS FOR 5

C:\DATABASENNIST11.L
LSCINT.P

ry
ration Parameters:

- Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG032217\

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .M

POINT CALIBRATION

Abundance
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TIC: BG026374.D
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Time-->
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13.28
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16.34

TIC: BG026374.D
19,98
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Time-->

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 20.50 21.00 21.50 22.00 22.50
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3000000

2500000
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1500000
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ol

24.82

TIC: BG026374.D

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026374.D

Aca On : 22 Mar 2017 12:40

Operator : SJ/MA

Sample = 12332-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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.

5.14 3.74 ng 140439 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 50
3 4-Ethvl-3-octanol 158 C10H220 019781-26-1 42
4 3-Hexanol 102 C6H140 000623-37-0 36
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 36

Abundance Scan 349 (5.139 min): BG026374.D (-344) (-) m/z 43.05 100.00%
43.0

5000

4.80 5.00 5.20 5.40

0 m/z 59.10 84.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L LB |
4.80 5.00 520 5.40
m/z 101.10 32.46%
15.0 | 101.0 |
O.HLPN”,“.W.”.P.”J”.W.”.P.” R m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59.0
R REEEE SRS EE
4.80 5.00 520 5.40
5000/ 18.0 m/z 58.10 23.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29613: 4-Ethyl-3-octanol

4.80 5.00 5.20 5.40
m/z 41.10 9.42%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG032217\
Data File : BG026374.D

Aca On : 22 Mar 2017 12:40

Operator : SJ/MA

Sample = 12332-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 unknown7.58 Concentration Rank 1

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

7.58 48.86 ng 1832460 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 765 (7.583 min): BG026374.D (-758) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 o T a0 7RO 7RO 800
0.1 7.20 7.40 7.60 7.80 8.00
0 Has 220 Tm/z 68,10 33.64%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o AR A A
40 0 m/z 134.10  33.14%
0....|.... ﬁzouuuluuuuluu.|....|....|....|....
m/z--> 100 120 140 160 180 200
Abundance
132.0
B0 750 740 7k0 70 500
5000 ' m/z 66.10 21.34%
31.0 510
L B S UL L L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl e Emamamms B
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 96.10 13.04%
74.0
5000 gg0 160
0||||||||‘|‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:|I-5|8|.0|||||]:8|9.|0|||||| R e R
m/z--> 40 60 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032217\
Data File : BG026374.D

Acq On : 22 Mar 2017 12:40

Operator : SJ/MA

Sample - 12332-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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... 5.14 3.7 ng 140439 1 8.05 750115 20.0
unknown7 .58 7.58 48.9 ng 1832460 1 8.05 750115 20.0
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