LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
Data File : BG046159.D

Acq On : 3 Aug 2020 21:25

Operator : CG/JU

Sample - L3535-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG073020.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 height area % max. total
1 3.160 7 12 27 rvB 626038 919033 16.98% 3.313%
2 5.069 332 337 346 rBY 48879 75383 1.39% 0.272%
3 5.534 409 416 430 rBV 1499537 2400616 44.35% 8.654%
4 7.120 678 686 699 rBvY 1526164 2550045 47.11% 9.192%
5 7.954 820 828 835 rBV 321696 547367 10.11% 1.973%

9.106 1014 1024 1037 rBV 997909 1749466 32.32% 6.306%
10.745 1296 1303 1314 rBV 433053 795504 14.70% 2.868%
13.201 1714 1721 1730 rBVY 2283527 3503815 64.73% 12.630%
14.029 1853 1862 1875 rBVY 197693 297977 5.50% 1.074%
14.576 1949 1955 1966 rBVY 754065 1139225 21.04% 4.107%

=
QO ~NO®

11 16.062 2201 2208 2223 rBV 2119760 3083982 56.97% 11.117%
12 17.320 2415 2422 2434 rBV 941499 1444541 26.68% 5.207%
13 18.219 2568 2575 2582 rBV2 84057 126923 2.34% 0.458%
14 19.934 2860 2867 2881 rBV 4003992 5413340 100.00% 19.514%
15 21.233 3084 3088 3093 rBvV 223852 300880 5.56% 1.085%

16 21.562 3137 3144 3157 rBV 1037183 1702257 31.45% 6.136%
17 24.670 3663 3673 3684 rBV2 638657 1691013 31.24% 6.096%

Sum of corrected areas: 27741367
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\

BG046159.D

3 Aug 2020 21:25

CG/Ju

L3535-04

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
4000000

3000000

2000000

1000000
8.16

TIC: BG046159.D

5.53 7.12

9.11

795 10.75

507

0
Time-->

3.50 4.00 450 500 550 600 650

7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
4000000

3000000

2000000

1000000

13.20

TIC: BG046159.D
1993

16.06

17.32 21.56

14.58

21.23

14.03 18.22

A
T

05
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
4000000

3000000

2000000

1000000

TIC: BG046159.D

24.67

0k
23.00

Time-->

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\HPCHEM1\BNA_G\DATA\BG080320\
Data File : BG046159.D

Acq On : 3 Aug 2020 21:25

Operator : CG/JU

Sample : L3535-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.16 33.58 ng 919033 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (3.160 min): BG046159.D (-7) (-) m/z 73.05 100.00%
3
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
0 ..,....,....,...3.3,|:.'..5,°..|..‘5,0.‘?“?.,'..-..,....,....,... m/z 43.10 40.51%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AR RS AR R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 26.76%
o ‘ﬁg 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 25.55%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.96%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
Data File : BG046159.D

Acq On : 3 Aug 2020 21:25

Operator : CG/JU

Sample : L3535-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 2.75 ng 75383 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 23
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
4 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 337 (5.069 min): BG046159.D (-332) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 540
73 : : : :
O Tt 83 TR e | s9 10 52, 35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL UL
59 480 500 520 5.40
m/z 101.00 17.36%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 57.95 13.24%
aq 4
102
15 53 & 87
e S I S SULIURS SURILIL IS IULIULS SULIRS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59 480 5.00 5.20 5.40
m/z 41.10 8.84%
5000 43
31
0 ]75 L ‘ | 1 i 69 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
Data File : BG046159.D

Acq On : 3 Aug 2020 21:25

Operator : CG/JU

Sample : L3535-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.23 3.54 ng 300880 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3088 (21.233 min): BG046159.D (-3084) (-) m/z 43.10 100.00%

83
5000 111

139 21 00 21.20 21.40 21.60
6 J 168 207 226
0 ..I..-....,....2?2]...,...3‘.‘1,. m/z 57.10 95.92%

m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
111

5000
21 00 21.20 21.40 21.60
|

m/z 55.05 93.31%

29 139
oL J\ | ‘y | 167 196 224 252 280 308
— e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance
43
69

97 21 00 21.20 21.40 21.60
5000 m/z 83.10 86.09%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 R e e R
7 83 21.00 21.20 21.40 21.60

m/z 69.05 80.60%

5000 1t
29 139
Lo db Ty 167 195 222 250 280 308 336
el B p g SO0 2ee 250 280 B 29

m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080320\
Data File : BG046159.D

Acq On : 3 Aug 2020 21:25

Operator : CG/JU

Sample - L3535-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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]
Butane, 2-methoxy... 3.16 33.6 ng 919033 1 7.95 547367 20.0
2-Pentanone, 4-hy... 5.07 2.8 ng 75383 1 7.95 547367 20.0
Behenic alcohol 21.23 3.5 ng 300880 5 21.56 1702260 20.0
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