LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081120\
Data File : BG046217.D

Aca On : 11 Aug 2020 14:44

Operator : CG/JU

Sample : L3623-02

Misc :

ALS Vial : 6 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-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 heiaht area % max. total
1 3.153 7 11 17 rBvV 401487 532252 7.79% 1.845%
2 5.062 331 336 342 rBV 69428 106652 1.56% 0.370%
3 5.532 409 416 430 rBV 1295873 2016702 29.52% 6.989%
4 7.119 677 686 701 rBVY 1269302 2189869 32.05% 7 .590%
5 7.947 820 827 837 rVB 273344 457385 6.69% 1.585%

9.099 1015 1023 1034 rBvV 803649 1456811 21.32% 5.049%
10.744 1295 1303 1315 rBV 385048 667459 9.77% 2.313%
13.200 1714 1721 1730 rBV 2298335 3521857 51.55% 12.206%
129419 196591 2.88% 0.681%
14.575 1948 1955 1964 rBV 642439 1015686 14.87% 3.520%
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11 16.061 2201 2208 2231 rBV 2403177 3703875 54.22% 12.837%
12 17.319 2415 2422 2429 rBV 949332 1433301 20.98% 4.967%
13 19.933 2860 2867 2876 rBV 5083498 6831771 100.00% 23.677%
14 21.232 3083 3088 3098 rBvV 599520 865579 12.67% 3.000%
15 21.561 3138 3144 3152 rBV 1106956 1716326 25.12% 5.948%

16 22.383 3280 3284 3293 rVB6 49353 101852 1.49% 0.353%
17 24.669 3663 3673 3684 rBV2 653946 1781720 26.08% 6.175%
18 25.938 3882 3889 3905 rVB3 76773 257915 3.78% 0.894%

Sum of corrected areas: 28853603
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG081120\
Data File : BG046217.D

Aca On : 11 Aug 2020 14:44

Operator : CG/JU

Sample : L3623-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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

Abundance TIC: BG046217.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081120\
Data File : BG046217.D

Aca On : 11 Aug 2020 14:44

Operator : CG/JU

Sample : L3623-02

Misc :

ALS Vial : 6 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

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.

3.15 23.27 ng 532252 1,4-Dichlorobenzene-d4 7.95
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 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (3.153 min): BG046217.D (-7) (-) m/z 73.10 100.00%
7B
5000 43 /\
55 87 A
36 o5 3.20 3.30 3.40 3.50 3.60
Obrrrprrrrrrrrr oo ey 82 b e || M/Zz 43.10  38.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HAE U RARAE AR AR R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 26.07%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 24 _.67%
29
o 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.05 11.73%
5000 43 87
15 72
0'“PJ”P'MM'“IL”?%E%'“J'”I””I““I””I””I““I“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081120\
Data File : BG046217.D

Aca On : 11 Aug 2020 14:44

Operator : CG/JU

Sample : L3623-02

Misc :

ALS Vial : 6 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

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.

5.06 4.66 ng 106652 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 336 (5.062 min): BG046217.D (-331) (-) m/z 43.05 100.00%
43
59
5000
T TT150 500 520 540
73 83 : : : :
o..,....,....-,'.'...??.4'!,....,.~...,.~...,...:,|....,....,....,....,...., m/z 59.10 61.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U R AN UL R
4.80 5.00 5.20 5.40
59 101 m/z 101.10 20.27%
ol 2,36, 51, ” 67 76 83 o1
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
31 59
480 5.00 520 540
5000 m/z 58.05 16.28%
41
ol 24 50 73 gy 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50 4.80 5.00 5.20 5.40
m/z 41.10 7.59%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081120\
Data File : BG046217.D

Aca On : 11 Aug 2020 14:44

Operator : CG/JU

Sample : L3623-02

Misc :

ALS Vial : 6 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

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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.23 10.09 ng 865579 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 3088 (21.232 min): BG046217.D (-3083) (-) m/z 57.10 100.00%
57 83
5000 111 \WL*
R PRI SO B B
139 21.00 21.20 21.40 21.60
- 1 |10 168 (196 222 252 282308 355 AOL | nzu 55.10  91.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 R R N R R
mmmmmmmm
29 m/z 83.10 86.25%
139
oLl ‘ LS 167 196 238 266 294
m/z--> 55 160 150 200 2%0 360 3éo 460
Abundance
55 83
"' 21.00 2120 21140 21.60
5000 111 m/z 43.10 85.13%
29
o 139 168 105 238 266
m/z--> 55 160 1éo 260 250 300 3éo 460
Abundance #186968: n-Tetracosanol-1 S s m S ——
57 8 21.00 21.20 21.40 21.60
m/z 97.05 79.86%
5000 1l
29
ol ‘l‘ J | { | ,167 195 222 250 280 308 336 }K
m/z--> 50 1& 1% 2& 250 3& 350 400 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081120\
Data File : BG046217.D

Aca On : 11 Aug 2020 14:44

Operator : CG/JU

Sample : L3623-02

Misc :

ALS Vial : 6 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

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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.94 2.90 ng 257915 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heptacosanol 396 C27H560 002004-39-9 90
3 Cvclopentadecane 210 C15H30 000295-48-7 89
4 Octacosanol 410 C28H580 000557-61-9 89
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 3889 (25.938 min): BG046217.D (-3882) (-) m/z 57.10 100.00%
57 o7
5000
125 153 208 25,60 25.80 26.00 26.20
182 253 356 : : :
Ol 281 m/z 97.10 78.47%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57
5000 1l AR AR RN AR
25 60 25. 80 26. oo 26.20
m/z 69.10 76.38%
29 139
o 4 ,1§7 195 222 250 280 308 336
m/z--> 50 100 150 260 2éo 360 3éo
Abundance
57 97
25.60 25.80 26.00 26.20
5000 m/z 43.10 75.74%
125
o 29 77 153 181 200 236 264 292 320 350 378
m/z--> éo 160 1éo 260 250 360 3éo
Abundance #69584: Cyclopentadecane  REaa e
55 25.60 25.80 26.00 26.20
83 m/z 83.10 73.92%
5000
29 111
210
dAl e w0 ) St
m/z--> 50 100 150 200 250 300 350 25 60 25. 80 26. oo 26 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG081120\
Data File : BG046217.D

Acq On : 11 Aug 2020 14:44

Operator : CG/JU

Sample - L3623-02

Misc :

ALS Vial : 6 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.15 23.3 ng 532252 1 7.95 457385 20.0
2-Pentanone, 4-hy... 5.06 4.7 ng 106652 1 7.95 457385 20.0
1-Heneicosanol 21.23 10.1 ng 865579 5 21.56 1716330 20.0
n-Tetracosanol-1 25.94 2.9 ng 257915 6 24.67 1781720 20.0
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