LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022719\
Data File : BG039640.D

Aca On : 27 Feb 2019 18:37

Operator : JU/SJ

Sample : PB117428BL

Misc :

ALS Vial : 12 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-BG012919.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 3.214 17 21 30 rvB2 25490 48828 1.50% 0.292%
2 5.711 439 446 457 rBV 745101 1175179 36.14% 7.039%
3 7.309 709 718 728 rBV 750693 1303208 40.07% 7.806%
4 7.691 773 783 794 rBV 696810 1230117 37.83% 7.368%
5 8.166 857 864 871 rBV 179081 303498 9.33% 1.818%

8.490 911 919 928 rVB 515418 899725 27.67% 5.389%
9.341 1056 1064 1073 rBV 434547 764384 23 .50% 4_.578%
10.986 1336 1344 1353 rVB 238515 436104 13.41% 2.612%
13.412 1749 1757 1769 rBV 1228273 1917988 58.98% 11.488%
14.787 1984 1991 2004 rBV2 395649 657888 20.23% 3.940%

=
QO ~NO®

11 16.273 2237 2244 2258 rBV 968568 1530363 47.06% 9.166%
12 17.536 2452 2459 2468 rBV2 572495 910857 28.01% 5.456%
13 20.127 2894 2900 2912 rBV 2542718 3252017 100.00% 19.478%
14 20.714 2990 3000 3016 rVB7 33462 160474 4._.93% 0.961%
15 21.824 3181 3189 3202 rBV2 617014 1077353 33.13% 6.453%

16 25.196 3750 3763 3776 rBv2 330743 1028013 31.61% 6.157%

Sum of corrected areas: 16695996
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039640.D

Aca On : 27 Feb 2019 18:37

Operator : JU/SJ

Sample : PB117428BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039640.D
2500000

2000000

1500000

1000000
5.71 7.31 759

500000 8.49 9.34

8.17 10.99

3.21

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG039640.D
2500000 20.13

2000000

1500000
13.41

1000000 16.27

17.54 21.82

500000 14.79

20.71

O LA e o o L s I FJ n p

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

Abundance TIC: BG039640.D
2500000

2000000

1500000

1000000

500000 25,20

R S A BRI AR RARE I L e e s RRAE RARRa e

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\BG022719\
Data File : BG039640.D

Aca On : 27 Feb 2019 18:37

Operator : JU/SJ

Sample : PB117428BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.69 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.69 81.06 ng 1230120 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
Abundance Scan 783 (7.691 min): BG039640.D (-773) (-) m/z 132.15 100.00%
132
5000 68
20 54 % 740 7.60 7.80 8.00
ol qrer | Weus Yl m/Z 68.15 41.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

I\
L L L B B

7.40 7.60 7.80 8.00
m/z 134.15 31.87%

5000

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R
104 7.40 7.60 7.80 8.00
5000 m/z 66.15 30.96%
31 5l 8
0 ‘ L1 H (1 . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e S R
57 132 7.40 7.60 7.80 8.00
24 m/z 69.15 16.83%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039640.D

Aca On : 27 Feb 2019 18:37

Operator : JU/SJ

Sample : PB117428BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 4 Heneicosane, 11-pentyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.71 2.98 ng 160474 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-pentvl- 366 C26H54 014739-72-1 72
2 Eilcosane 282 C20H42 000112-95-8 72
3 Hentriacontane 437 C31H64 000630-04-6 68
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Hexadecane 226 C16H34 000544-76-3 52

Abundance Scan 2999 (20.708 min): BG039640.D (-2990) (-) m/z 57.20 100.00%
57
85
5000
113 147169 207 20.40 20.60 20.80 21.00
ob—— iy m/z 71.20 58.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194505: Heneicosane, 11-pentyl-
43
71
5000
20.40 20.60 20.80 21.00
224 m/z 85.25 55.97%
99 127 295
0 Iy 155 183 l 253 | 323 364
m/z--> §0 160 150 200 250 360 350 460 '
Abundance #129490: Eicosane
57
85 20.40 20.60 20.80 21.00
5000 m/z 43.25 37 .49%
113
0 2]9.‘ LT 169 197 225 253 262
m/z--> §0 160 1éo 200 250 360 3%0 460 '
Abundance #223852: Hentriacontane
57 20.40 20.60 20.80 21.00
m/z 55.15 23.51%
5000 85
113
0 | | |77, 141 169 197 225 253 281 309 337 365 437
m/z--> §0 160 1éo 260 250 360 3éo 460 ! 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022719\
Data File : BG039640.D

Acq On : 27 Feb 2019 18:37

Operator : JU/SJ

Sample : PB117428BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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]
unknown7 .69 7.69 81.1 ng 1230120 1 8.17 303498 20.0
Heneicosane, 11-p... 20.71 3.0 ng 160474 5 21.82 1077350 20.0
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