LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG111418\
Data File : BG038008.D

Aca On : 14 Nov 2018 22:15

Operator : JU/SJ

Sample = J5889-04

Misc :

ALS Vial : 13 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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 3.758 77 80 89 rBv 15615 27630 1.05% 0.166%
2 5.168 314 320 327 rBV 39283 67101 2.55% 0.404%
3 5.626 391 398 411 rBV 752152 1233602 46.93% 7.432%
4 7.230 663 671 683 rBV 800416 1479922 56.30% 8.916%
5 7.612 728 736 744 rBV 722332 1300509 49.47% 7.835%

8.082 810 816 831 rVB 181364 323967 12.32% 1.952%
8.406 864 871 881 rVB 525745 946813 36.02% 5.704%
9.258 1007 1016 1025 rBV 461189 865054 32.91% 5.212%
10.903 1289 1296 1304 rBV 255370 479665 18.25% 2.890%
13.341 1699 1711 1723 rVB 1220228 1949721 74.17% 11.747%

=
QO ~NO®

11 14.164 1845 1851 1857 rBV 113539 174100 6.62% 1.049%
12 14.716 1939 1945 1955 rBV2 406077 691817 26.32% 4.168%
13 16.208 2191 2199 2210 rBV2 918267 1448872 55.12% 8.729%
14 17.466 2405 2413 2421 rBV2 545980 863901 32.86% 5.205%
15 20.062 2849 2855 2862 rBV 1861764 2628667 100.00% 15.837%

16 21.749 3135 3142 3152 rVB 540268 927703 35.29% 5.589%

17 21.896 3161 3167 3173 rVB3 16096 29304 1.11% 0.177%

18 22.513 3265 3272 3279 rBvV2 24901 43346 1.65% 0.261%

19 23.218 3386 3392 3400 rvB2 30481 58970 2.24% 0.355%

20 24.040 3525 3532 3543 rVB3 30460 80962 3.08% 0.488%

21 25.063 3690 3706 3718 rBV 294677 928902 35.34% 5.597%

22 26.167 3886 3894 3903 rVB5 15515 47271 1.80% 0.285%
Sum of corrected areas: 16597799
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\

BG038008.D

14 Nov 2018 22:15

JussJ

J5889-04

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

1500000

1000000

500000

3.76

TIC: BG038008.D

7.23

5.63 7.61

8.41

10.90
8.08

517

0

Time--> 3. 50

750 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 1250

700

4.00 450 500 550 600 650

Abundance

1500000

1000000

500000

13.34

TIC: BG038008.D

2006

16.21

17.47 21.75

14.72

14.16

1.90 2251

0

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

1500000

1000000

500000

23.

TIC: BG038008.D

25.06

22

24.04 26.17

Ok
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 : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038008.D

Aca On : 14 Nov 2018 22:15

Operator : JU/SJ

Sample = J5889-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown5.17 Concentration Rank 3

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

5.17 4.14 ng 67101 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 320 (5.168 min): BG038008.D (-314) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 5.60
83.0 : : : : :
o...,....,....,....'-,'::.?,1-.0.51,....,....,.-...,....,|....,. m/z 59.00 59.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 L S SR L
480 5.00 5.20 5.40 5.60
29.0 101.0 m/z 101.00 18.21%
0 50 | | 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 500 520 540 5.60
5000 59.0 m/z 57.95 18.05%
31.0 83.0 93010‘1.0
O o B e e e e B
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- B B e e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.47%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111418\
Data File : BG038008.D

Aca On : 14 Nov 2018 22:15

Operator : JU/SJ

Sample = J5889-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 80.29 ng 1300510 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 N-(-phenvlisopropvDbenzaldimine 223 C16H17N 1000379-01-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 736 (7.612 min): BG038008.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
%0 00 15 7h0 70 780 5b
o} : B B S I m/z 68.00 42 .23%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i o 7l 7k b ahe
410 o7.0 m/z 133.90  34.12%
ol 115,0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.00 27.65%
0||||||||‘ HI ‘Muu“uul‘l“uu‘ul ‘Hu|||:!-5|8|.0|||||1|8|9.|0|||||||||
m/z--> 40 100 120 140 160 180 200 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.19%
5000
105.0
oL 510 o 165.0181.0  208.0
m/z--> 40 60 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111418\
Data File : BG038008.D

Acq On : 14 Nov 2018 22:15

Operator : JU/SJ

Sample - J5889-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.17 5.17 4.1 ng 67101 1 8.08 323967 20.0
unknown7 .61 7.61 80.3 ng 1300510 1 8.08 323967 20.0
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