LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043822.D

Aca On : 17 Dec 2019 16:43

Operator :© JU

Sample : PB125483BL

Misc :

ALS Vial : 9 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-BG120919.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 5.115 337 345 352 rBV 419798 645846 6.73% 1.405%
2 5.585 417 425 434 rBV 1928820 3127724 32.61% 6.806%
3 7.166 686 694 706 rBY 2147088 3743921 39.03% 8.147%
4 7.536 749 757 769 rBVY 1982973 3498717 36.48% 7.613%
5 8.000 829 836 846 rVB 359873 623355 6.50% 1.356%

8.323 882 891 900 rBV 1432501 2583030 26.93% 5.621%
9.158 1023 1033 1046 rBV 1198455 2192650 22.86% 4.771%
10.803 1306 1313 1322 rVB 531751 964639 10.06% 2.099%
13.253 1723 1730 1742 rBV 3515549 5668135 59.09% 12.334%
14.628 1957 1964 1974 rBV 1024222 1615840 16.85% 3.516%

=
QO ~NO®

11 16.114 2209 2217 2232 rBV 3236994 5014370 52.28% 10.911%
12 17.372 2422 2431 2440 rBV 1417462 2189841 22.83% 4._.765%
13 19.986 2869 2876 2889 rBV 6830375 9591861 100.00% 20.871%
14 21.625 3149 3155 3169 rBV2 1297433 2260404 23.57% 4.919%
15 22.466 3293 3298 3305 rBvV 101404 173518 1.81% 0.378%

16 23.159 3411 3416 3429 rVB3 87715 188125 1.96% 0.409%
17 23.952 3547 3551 3562 rVB3 73419 173149 1.81% 0.377%
18 24.792 3684 3694 3705 rBV2 499741 1701821 17.74% 3.703%

Sum of corrected areas: 45956946
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043822.D

Aca On : 17 Dec 2019 16:43

Operator :© JU

Sample : PB125483BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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: BG043822.D
6000000
5000000
4000000
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7.17
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8.32
9.16

1000000
5.12 8.00 10.80

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043822.D

19.99
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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
Abundance TIC: BG043822.D
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2000000
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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\BG121719\
Data File : BG043822.D

Aca On : 17 Dec 2019 16:43

Operator :© JU

Sample : PB125483BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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.

5.12 20.72 ng 645846 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 346 (5.121 min): BG043822.D (-337) (-) m/z 43.10 100.00%
43
59
5000
T T 5ho 520 540
83 : : : :
S ...|,....,....,|....1,2.1...,.... e 2o || m/z 59.10  58.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LN UL LS LR
59 480 500 520 540
m/z 101.10 20.74%
2r ) ) s
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.05 15.89%
s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3686: 1-Propen-2-ol, acetate R e R S A
43 4.80 5.00 5.20 5.40

m/z 41.05 8.58%

5000

15 %8 72
| 29 1l | 100

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043822.D

Aca On : 17 Dec 2019 16:43

Operator :© JU

Sample : PB125483BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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 unknown7.54 Concentration Rank 1

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

7.54 112.25 ng 3498720 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 l1l-lIsoaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 758 (7.542 min): BG043822.D (-749) (-) m/z 132.00 100.00%
132
5000 68
96 A AR L LU I
40 7.20 7.40 7.60 7.80
..-!lﬂ,":.l-..l,l.. 2 e m/Zz 68.10  43.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er AR L U LR
a1 o7 7.20 7.40 7.60 7.80
m/z 134.00 34 .40%
W?NL NI DA SR UL LA UL SR S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53851: 1-Isoquinolinemethanol, .alpha.-ethyl-1,2,3,4-tetr...
132
A AR L LU I
7.20 7.40 7.60 7.80
5000 m/z 66.10 28.27%
a1 7719 1 159100
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R R Emmms s o)
132 7.20 7.40 7.60 7.80
m/z 69.10 17.46%
5000
104
63 J
'ﬁﬁrhigl'“'w'"'I"'W'"'I"'W""I"'W""I" A AR L L I
m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121719\
Data File : BG043822.D

Aca On : 17 Dec 2019 16:43

Operator :© JU

Sample : PB125483BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Eicosane Concentration Rank 4

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

23.95 2.03 ng 173149 Perylene-d12 24.79

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptadecane 240 C17H36 000629-78-7 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 3551 (23.952 min): BG043822.D (-3547) (-) m/z 57.10 100.00%

57
85

113 R e RERRE Ee e
ll ‘u .l.. L1j11164 ]291. 234 282 23.60 23.80 24.00 24.20

343 401 429 461 m/z 71.10 71.28%

5000

Ll n
LI I L B

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129491: Eicosane
57
5000 85 T LR B TTT T [ TT T[T

23. 60 23. 80 24 00 24.20
m/z 43.10 69.06%

29

{112 141 169 197 225 253 282

m/z--> 50 100 150 200 250 300 350 400 450

F

Abundance #175559: Tetracosane
57
AR AR B
85 23.60 23.80 24.00 24.20
5000 m/z 85.10 57.07%
29
UL M3 241 169 197 25 253 338
LR e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94344: Heptadecane A T e
57 23.60 23.80 24.00 24.20
m/z 55.10 23.88%
h ] “WMVMWNMMMM/\WWMMﬁMxhﬂMM
29
113 141 169 197 240
m/z--> 50 100 150 200 250 300 350 400 450 23. 60 23. 80 24 00 24. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121719\
Data File : BG043822.D

Acq On : 17 Dec 2019 16:43

Operator : JU

Sample : PB125483BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG120919_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... 5.12 20.7 ng 645846 1 8.01 623355 20.0
unknown? .54 7.54 112.3 ng 3498720 1 8.01 623355 20.0
Eicosane 23.95 2.0 ng 173149 6 24.79 1701820 20.0
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