LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA G\DATA\BG120117\

Data File : BG031329.D

Aca On : 1 Dec 2017 22:09

Operator : SJ/JU

a?zgle i 16671-10 ENV-105-3(10-15
ALS Vial : 15 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-BG111017.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

5.206 320 326 340 rVB 71223 117285 2.02% 0.452%
5.688 400 408 424 rBV 1073150 1838499 31.63% 7.086%
rBvV 1064663 2012094 34.62% 7.755%
7.662 736 744 755 rBV 1118335 1986484 34.18% 7.656%
8.127 817 823 831 rBvV 198000 334920 5.76% 1.291%
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8.456 871 879 891 rBV 822183 1494232 25.71% 5.759%
9.296 1014 1022 1044 rBvV 600042 1194939 20.56% 4._.605%
10.947 1295 1303 1320 rBV 223819 493166 8.48% 1.901%
13.373 1709 1716 1736 rBVY 1992141 3207714 55.19% 12.363%
14.196 1850 1856 1869 rBV 114037 235453 4._05% 0.907%

=
QO ~NO®

11 14.748 1943 1950 1963 rVB2 444162 754424 12.98% 2.908%
12 16.235 2196 2203 2221 rBV 1655595 2714556 46.70% 10.462%
13 17.492 2411 2417 2427 rBV2 663751 1077313 18.53% 4.152%
14 20.083 2851 2858 2870 rBV 4397553 5812602 100.00% 22.402%
15 21.763 3137 3144 3158 rBV 772481 1379979 23.74% 5.319%

16 25.060 3694 3705 3722 rBV2 417114 1292933 22.24% 4.983%

Sum of corrected areas: 25946593
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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:\HPCHEMI\BNA G\DATA\BG120117\

BG031329.D
1 Dec 2017 22:09
SJ/Ju
16671-10
15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031329.D

Aca On : 1 Dec 2017 22:09

Operator : SJ/JU

Sample : 16671-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.21 7.00 ng 117285 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 12

Abundance Scan 327 (5.212 min): BG031329.D (-320) (-) m/z 43.00 100.00%
43
59
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101 NP . -
480 5.00 520 5.40 5.60
Ol S & | "m/z 59.00  60.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrrrryrr T T T T T T

480 5.00 520 5.40 5.60
59 m/z 101.00 22.87%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
IR e e e
480 5.00 520 5.40 5.60
5000 m/z 58.00 13.90%
101
o 15 5 31 37 51 %8 g 86
I s o o e o e L I o e o e B E e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexanol
59 480 5.00 520 5.40 5.60
m/z 41.00 8.27%
5000 31 43 3
0 25L\ 37\“H 53|, 67 84 101
I o o o e L mE s o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031329.D

Aca On : 1 Dec 2017 22:09

Operator : SJ/JU

Sample : 16671-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1

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

7.66 118.62 ng 1986480 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 744 (7.662 min): BG031329.D (-736) (-) m/z 132.00 100.00%
5000 6 ]\_
40 54 7w 105 116 740 7.60 7.80 8.00
0 B E e m/z 68.10 38.06%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AN R AR AR LR
a1 97 7.40 7.60 7.80 8.00
53 2 17 m/z 134.00 32.49%
oL e .“. I f““l‘.‘.“l‘ .8.8..|1.0.6. "‘I ||H|| e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 66.00 24 .64%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R Ry ma )
57 132 7.40 7.60 7.80 8.00
24 m/z 69.10 15.72%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, A A G
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120117\
Data File : BG031329.D

Acq On : 1 Dec 2017 22:09

Operator : SJ/JU

Sample - 16671-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.21 7.0 ng 117285 1 8.13 334920 20.0
unknown7 .66 7.66 118.6 ng 1986480 1 8.13 334920 20.0
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