LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090420\
Data File : BG046548.D

Aca On > 4 Sep 2020 20:00

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 16 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-BG082520.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

3.126 3 6 23 rvVB 310501 496318 18.76% 2.936%
5.047 326 333 340 rBvV 31590 49027 1.85% 0.290%
rBv 812356 1313392 49.66% 7.768%
7.103 675 683 693 rBv 811928 1412981 53.42% 8.358%
7.932 817 824 831 rBV 262164 443402 16.76% 2.623%
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9.083 1012 1020 1034 rBV 532117 955940 36.14% 5.654%
10.728 1291 1300 1314 rBV 363048 669403 25.31% 3.959%
13.184 1710 1718 1729 rBV 1402526 2224208 84.09% 13.156%
14.013 1852 1859 1865 rBVY 92633 146412 5.54% 0.866%
14.559 1945 1952 1960 rBV2 618897 978453 36.99% 5.787%

=
QO ~NO®

11 16.046 2199 2205 2217 rBV 1008449 1624880 61.43% 9.611%
12 17.303 2413 2419 2425 rBV 706372 1084723 41.01% 6.416%
13 19.918 2859 2864 2871 rBV 2030906 2645034 100.00% 15.645%
14 21.216 3082 3085 3091 rBV 105085 156049 5.90% 0.923%
15 21.551 3136 3142 3159 rVvB2 720205 1241126 46.92% 7.341%

16 22.409 3284 3288 3293 rVvB2 112000 185281 7.00% 1.096%
17 24.659 3663 3671 3692 rVB2 396875 1280062 48.39% 7.571%

Sum of corrected areas: 16906691
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090420\
Data File : BG046548.D

Aca On > 4 Sep 2020 20:00

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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: BG046548.D
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Abundance TIC: BG046548.D
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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: BG046548.D
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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\HPCHEMI1\BNA G\DATA\BG090420\
Data File : BG046548.D

Aca On > 4 Sep 2020 20:00

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.13 22.39 ng 496318 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 7 (3.132 min): BG046548.D (-3) (-) m/z 73.10 100.00%
1

~
W

5000 431
262.2 3.20 3.30 3.40 3.50
Y S S R N —— 2 1Y 6 Y {0 J Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L L L LN BB B
43.0 3.20 3.30 3.40 3.50
' m/z 87.10 26.68%
0 ,’I,, B R e e e e N RAAREEEEES e e )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
3.20 3.30 3.40 3.50
5000 m/z 55.10 25.48%
0 H ‘ 197.0 129.0
,, T e e
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 3.20 3.30 3.40 3.50
m/z 71.10 11.35%
5000 43.0
M /XFTWTqTﬁTVTﬁTﬁTﬁT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090420\
Data File : BG046548.D

Aca On > 4 Sep 2020 20:00

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 2.21 ng 49027 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 43
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 (2.3.3-Trimethvloxiranvl)methanol 116 C6H1202 1000306-64-7 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 334 (5.053 min): BG046548.D (-326) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 T T TR
4.80 500 5.20 5.40
73.0 .
o...,....,....,....','::..,..:I,....,.'...,8.37.2:.,...:,|....,. m/z 59.10 54.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L LR L I
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 20.40%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 5.00 520 5.40
5000 m/z 58.10 19.54%
410 101.0
oL 150 30 Tjis00,,| 690 830
LU SR SR SR UL FULRLEL SR SO S LI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethy!| ester
43.0 4.80 500 5.20 5.40
m/z 41.05 8.17%
57.0
5000
20.0 101.0
0 50 | Il 730 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090420\
BG046548.D

4 Sep 2020 20:00

CG/Ju

L3888-10

16 Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetoxy hexadecane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.22 2.51 ng 156049 Chrysene-di12 21.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 Cvclooctacosane 392 C28H56 000297-24-5 91

4 Pentafluoropropionic acid. tetra... 360 C17H29F502

006222-06-6 91

5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 3086 (21.222 min): BG046548.D (-3082) (-) m/z 57.10 100.00%
571.1
154.1 19302250 28202317, 364.3 4022 21.00 21.20 21.40 21.60
Oty q : : m/z 43.10 83.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175128: Trifluoroacetoxy hexadecane
43.0
83.0
5000 LA L B L L L L L
224.0 21. OO 21 20 21. 40 21 60
250 " a0 m/z 83.10 82.21%
0 I i .:.|'68 O o , l 319.0
— fr Attt
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0 A BREmEEEs
21.00 21.20 21.40 21.60
5000 m/z 55.10 80.66%
0 ZSJJQA n ‘ t “ P-39 0 180.0 23§0 295.0 MM/&—k\/Mw
T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #208717: Cyclooctacosane L L
57.0 21.00 21.20 21.40 21.60
m/z 69.10 73.37%
97.0
e AAM\-‘#Mf\*&WW
R f — L B e B A BREmEEEs
m/z--> 50 100 150 200 250 300 350 400 21. 00 21 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090420\
Data File : BG046548.D

Aca On > 4 Sep 2020 20:00

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Stigmasta-4,6,22-trien-3.al... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.41 2.99 ng 185281 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamasta-4.6.22-trien-3.alpha.-ol 410 C29H460 1000103-93-1 50
2 Ferrocene. 1.1".3.3"-tetrakis(1l.... 410 C26H42Fe 001317-17-5 42
3 Preanane-3.17.20-triol. cvclic 1... 428 C27H45B03 030882-57-6 40
4 Silane. diphenvl(4-biphenvloxv)p... 410 C27H2602Si 1000367-49-5 40
5 6,9-Methanobenzo[h]pentaphene-5,... 410 C27H2204 057427-50-6 40
Abundance Scan 3288 (22.409 min): BG046548.D (-3284) (-) m/z 410.30 100.00%
410.3
57.1
5000
”T 2250 5290 7240 5250 7250
115.1146.1 231.1 307.1 347.3 : : : :
o PR L o SR 2058, SOTL SHIS192) | /75710 64.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215915: Stigmasta-4,6,22-trien-3.alpha.-ol
410.0
55.0
5000 AU AR SRR BN
2200 22.20 22.40 22.60 22.80
5.0 m/z 411.25 32.32%
133.0 1759 253.0
0 NN EEEE M E
m/z--> 50 100 150 200 250 300 350 400
Abundance #215860: Ferrocene, 1,1',3,3-tetrakis(1, 1-dimethylethyl)-
410.0
22.00 22.20 22.40 22.60 22.80
5000 m/z 395.25 28.38%
0 56.0 121.0 162.0 198.0 233.0266.0 307 03389 379.0, |
m/z--> 50 100 150 200 250 300 350 400
Abundance #221744: Pregnane-3,17,20-triol, cyclic 17,20-(cyclohexylb...
410.0 22.00 22.20 22.40 22.60 22.80
m/z 190.10 22 .06%
5000 81.0 215.0
41.0
135.0 179
. ' 25?? 2970 3930
miz--> 50 100 150 200 250 300 350 400 | | 22.00 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090420\
Data File : BG046548.D

Acq On : 4 Sep 2020 20:00

Operator : CG/JU

Sample - L3888-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082520.M
Quant Title : 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]
Butane, 2-methoxy... 3.13 22.4 ng 496318 1 7.93 443402 20.0
2-Pentanone, 4-hy... 5.05 2.2 ng 49027 1 7.93 443402 20.0
Trifluoroacetoxy ... 21.22 2.5 ng 156049 5 21.55 1241130 20.0
Stigmasta-4,6,22-... 22.41 3.0 ng 185281 5 21.55 1241130 20.0
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