LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044443.D

Aca On : 14 Feb 2020 17:59

Operator : CG/JU

Sample : L1525-01

Misc :

ALS Vial : 8 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-BG013020.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

4._.997 320 325 334 rBvV2 49954 81423 2.05% 0.414%
5.473 399 406 419 rBV 931424 1521693 38.27% 7.728%
rBv 890171 1610861 40.52% 8.181%
7.893 810 818 827 rBV 195530 335493 8.44% 1.704%
8.216 865 873 883 rBvV 769174 1334195 33.56% 6.776%
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9.051 1007 1015 1033 rBV 548119 1024296 25.76% 5.202%
10.696 1287 1295 1307 rBV 248159 469885 11.82% 2.386%
13.158 1706 1714 1731 rBV 1556191 2457600 61.81% 12.481%
rBv 46039 80334 2.02% 0.408%
14.533 1940 1948 1963 rBV2 431467 696066 17.51% 3.535%
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11 16.025 2194 2202 2229 rBV 1198385 1962792 49.37% 9.968%
12 17.276 2408 2415 2426 rBV 600124 906420 22.80% 4.603%
13 19.897 2854 2861 2869 rBV 2872358 3975782 100.00% 20.191%
14 21.189 3076 3081 3095 rBvV 148625 279639 7.03% 1.420%
15 21.519 3130 3137 3148 rBvV 704152 1133254 28.50% 5.755%

16 22.312 3267 3272 3282 rBvV3 36950 72469 1.82% 0.368%

17 22.976 3380 3385 3393 rVB 48272 87271 2.20% 0.443%

18 23.152 3409 3415 3423 rVB 138585 267124 6.72% 1.357%

19 23.745 3510 3516 3523 rvB2 41655 85529 2.15% 0.434%

20 24.597 3651 3661 3683 rBV2 406064 1236567 31.10% 6.280%

21 25.725 3846 3853 3863 rVB3 25497 72469 1.82% 0.368%
Sum of corrected areas: 19691162
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044443.D

Aca On : 14 Feb 2020 17:59

Operator : CG/JU

Sample : L1525-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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: BG044443.D
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Abundance TIC: BG044443.D
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Abundance TIC: BG044443.D

2500000

2000000

1500000

1000000

500000 24.60

22.%15 23.75 25.73
LA A

O T T T e e e e e e e e e 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

8270-BG013020-M Mon Feb 17 12:42:45 2020 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044443.D

Aca On : 14 Feb 2020 17:59

Operator : CG/JU

Sample : L1525-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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.

5.00 4.85 ng 81423 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 326 (5.003 min): BG044443.D (-320) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 INSEBIANERENARARRARRA RN
73.0 460 4.80 5.00 520 5.40
0”W”“P”W”JA”W”LP”WL”P”W””P“W””P“'””P”W””P”' m/z 59.10 59.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR SRR SRR
460 4.80 5.00 520 5.40
59.0 m/z 101.10 21.61%
270 g3 1010
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 450 500 550 540
5000 m/z 58.10 15.67%
20.0 101.0
0 150 | Il 730 s7.0
iz T 0 0 40 5 65 70 8 80 106 130 130 130 130 1% 10
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.52%
5000
43.0
o I L, 830 930 1230 1410 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 150 130 140 150 160 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044443.D

Aca On : 14 Feb 2020 17:59

Operator : CG/JU

Sample : L1525-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 E-15-Heptadecenal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.19 4.94 ng 279639 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95
Abundance Scan 3081 (21.189 min): BG044443.D (-3076) (-) m/z 57.10 100.00%
o ;AL
LRI U SRS BN B
139.1 20.80 21.00 21.20 21.40 21.60
o 167.2 195.1 223.1 252.2 283.1 /7 83.10 96 510
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104157: E-15-Heptadecenal
43.0
83.0
5000 NN IS BN B
20.80 21.00 21.20 21.40 21.60
m/z 55.10 95 .58%
o 139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
58,0 83.0
20.80 21.00 21.20 21.40 21.60
5000 m/z 43.10 93.47%
29.0
o I 1390 167.0 106.0  238.0 266.0294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 A B E R
57.0 83.0 20.80 21.00 21.20 21.40 21.60
m/z 97.10 89.57%
- \_L
29.0 139.0
o bl 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20,80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021420\
Data File : BG044443.D

Aca On : 14 Feb 2020 17:59

Operator : CG/JU

Sample : L1525-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.15 4.32 ng 267124 Perylene-d12 24.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 50
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 50
5 Cyclopropanecarboxylic acid, 3-m... 176 C11H1202 1000307-52-1 49
Abundance Scan 3415 (23.152 min): BG044443.D (-3409) (-) m/z 69.10 100.00%
69.1
5000 {
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rr
l 105 113{ 1751 2312 2731 342 22.80 23.00 23.20 23.40
ol b g Ay 2P0 eons 2l e m/z 81.10 52.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AAARAARARA RARAR IARRE K
22.80 23.00 23.20 23.40
m/z 41.10 20.51%
0 T 10§0“J|? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
22.80 23.00 2320 23.40
5000 m/z 95.05 13.14%
137.0
0 290{@ | 12050, | . 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #63358: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile A B MU
69.0 22.80 23.00 23.20 23.40
m/z 68.10 11.46%
5000
108.0
270, | | | J“ 147.0 188.0
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021420\
Data File : BG044443.D

Acq On : 14 Feb 2020 17:59

Operator : CG/JU

Sample - L1525-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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... 5.00 4.8 ng 81423 1 7.89 335493 20.0
E-15-Heptadecenal 21.19 4.9 ng 279639 5 21.52 1133250 20.0
Squalene 23.15 4.3 ng 267124 6 24.60 1236570 20.0
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