LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020520\
Data File : BG044310.D

Aca On : 5 Feb 2020 18:45

Operator : CG/JU

Sample : L1390-03

Misc :

ALS Vial : 11 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
1 3.126 4 6 16 rVB 31201 48576 1.03% 0.190%
2 5.494 402 409 421 rBV 1041088 1726318 36.67% 6.768%
3 7.086 672 680 699 rBY 1105333 1975832 41.97% 7.746%
4 7.915 814 821 828 rBV 266098 446161 9.48% 1.749%
5 8.238 868 876 886 rBV 876157 1496360 31.79% 5.866%
6 9.072 1007 1018 1028 rBV 638690 1204335 25.58% 4.721%
7 10.717 1290 1298 1308 rBV 351099 654036 13.89% 2.564%
8 13.173 1709 1716 1732 rBV 1853990 2948416 62.63% 11.559%
9 14.008 1852 1858 1868 rBV 109174 180496 3.83% 0.708%
10 14.554 1943 1951 1962 rBvV 646675 1027942 21.84% 4 _.030%

11 16.041 2197 2204 2217 rBV 1596589 2496937 53.04% 9.789%
12 17.298 2410 2418 2430 rBV 837425 1306488 27.75% 5.122%
13 17.686 2478 2484 2498 rBV 61397 103286 2.19% 0.405%
14 18.626 2637 2644 2648 rBV 106136 128412 2.73% 0.503%
15 19.912 2857 2863 2875 rBV 3547779 4707313 100.00% 18.455%

16 21.211 3079 3084 3094 rBV 310519 507496 10.78% 1.990%
17 21.540 3133 3140 3151 rBV2 811685 1429011 30.36% 5.602%
18 21.752 3171 3176 3184 rBV 77969 111158 2.36% 0.436%
19 22.345 3270 3277 3289 rBV3 109736 209101 4.44% 0.820%
20 23.009 3384 3390 3401 rVB 115980 222388 4.72% 0.872%

21 23.191 3414 3421 3430 rVB 259501 495510 10.53% 1.943%
22 23.784 3515 3522 3529 rBV 100385 216055 4_59% 0.847%
23 24.642 3657 3668 3686 rBV2 488599 1640062 34.84% 6.430%
24 25.782 3853 3862 3871 rBV3 50993 154070 3.27% 0.604%
25 27.075 4077 4082 4091 rVB3 26314 71812 1.53% 0.282%

Sum of corrected areas: 25507571
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044310.D

Aca On : 5 Feb 2020 18:45

Operator : CG/JU

Sample : L1390-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG013020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG044310.D
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 1150 1200 1250

Abundance TIC: BG044310.D
3500000 19,91

3000000
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2000000} 13 17
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Abundance TIC: BG044310.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044310.D

Aca On : 5 Feb 2020 18:45

Operator : CG/JU

Sample : L1390-03

Misc :

ALS Vial : 11 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 unknown3.13 Concentration Rank 7

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

3.13 2.18 ng 48576 1,4-Dichlorobenzene-d4 7.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.l1-dimethoxv- 104 C5H1202 004744-10-9 36
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 9
3 1.3.5-Pentanetriol 120 C5H1203 004328-94-3 9
4 N-Formvlalvcine 103 C3H5NO03 002491-15-8 5
5 1-Butanamine, 4-methoxy- 103 C5H13NO 034039-36-6 5

Abundance Scan 7 (3.132 min): BG044310.D (-4) (-) m/z 75.10 100.00%
75
5000 45 /\
R AR
3.20 3.30 3.40 3.50
86 207
0 ...,...'.;|:-|..?7,..!':,'.-...1,93...,....,....,....,....,.-... m/z 45.10 37.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 2 45 RS AN S BRI B
3.20 3.30 3.40 3.50
m/z 41.10 18.37%
o °! 87 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
75
3.20 3.30 3.40 3.50
5000 m/z 47.05 12.60%
31 45
0 '}?I""I" '??""I" "}9?"|"' [ L B SR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9244 1,3,5—Pentanetriol L L L B L N B
75 3.20 3.30 3.40 3.50
m/z 73.05 8.47%
5000 28 4
57
0 ...|....|....|....|....1|0.2...|....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044310.D

Aca On : 5 Feb 2020 18:45

Operator : CG/JU

Sample : L1390-03

Misc :

ALS Vial : 11 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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.21 7.10 ng 507496 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3084 (21.211 min): BG044310.D (-3079) (-) m/z 57.10 100.00%
57 83
5000 111 {
3 lelw 207 20.80 21.00 21.20 21.40 21.60
0 | A 265288 385 1 Th/z 83.10 90.82%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
g5 83
5000 111 N U U BRI B
20.80 21.00 21.20 21.40 21.60
J m/z 43.10 89.60%
-

29
o 139 167 106 238 266 204
- T T T T I T T T T I T T T T I T T T T I T T T T I T
miz--> 50 100 150 200 250 300 350
Abundance
55 83

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
20.80 21.00 21.20 21.40 21.60

5000 11 m/z 55.10 83.71%
29 139
0 167 196 224 252 280 308
e LA M e S
m/z--> 50 100 150 200 250 300 350
Abundance #194133 Dichloroacetic acid, heptadecy! ester B EERREsa
57 20. 80 21. 00 21. 20 21. 40 21 60

m/z 97.05 79.80%
5000
H

29
31}139 168 191210 238 266 295 }\y*.‘

o

m/z--> 50 250 300 350 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\BG020520\
Data File : BG044310.D

Aca On : 5 Feb 2020 18:45

Operator : CG/JU

Sample : L1390-03

Misc :

ALS Vial : 11 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.34 2.93 ng 209101 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3276 (22.339 min): BG044310.D (-3270) (-) m/z 57.10 100.00%
57
85
5000
NN AR AR
1BMMm 207 22.00 22.20 22.40 22.60
o3 L LA | bty 239 267 295 395 m/z 71.10 78.93%
miz--> 0 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
22.00 22.20 22.40 22.60
‘ m/z 43.10 67 .60%
29 141
0 ”.|,.,|, || Lo 199007 225 253 282
miz--> 0 50 100 150 200 250 300 350
Abundance
57
22.00 22,20 22.40 22.60
5000 85 m/z 85.10 56.94%
0 29 13 141 169 197 225 267 295 365 393
miz--> 0 éo 160 1éo 260 250 360 3%0 '
Abundance #141425: Heneicosane L2 LI L L B
57 22.00 22.20 22.40 22.60
m/z 55.10 28.99%
5000 85
29
o1 ‘ | ) M8 141 169 107 225 253 296
miz--> 0 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 ' 22.'00 22.'20 22.'40 22.|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044310.D

Aca On : 5 Feb 2020 18:45

Operator : CG/JU

Sample : L1390-03

Misc :

ALS Vial : 11 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 5 Heneicosane, 11-(1-ethylpro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.01 3.11 ng 222388 Chrysene-di12 21.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 3390 (23.009 min): BG044310.D (-3384) (-) m/z 57.10 100.00%

g7

3

85
5000
113 22,60 22.80 23.00 23.20 23.40
3 I 141 169 192211 00 2200 23.99 23.29 23,
ol 1 .l.l|, o oP 19221 239 280 85 0 Thyz 71.10 73.32%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71
22.60 22.80 23.00 23.20 23.40
99 m/z 43.10 65.00%
o L g 87 155 183200 225 253 295 337
e e

m/z--> 50 100 150 200 250 300 350
Abundance
57
T T T T
85 22.60 22.80 23.00 23.20 23.40
5000 m/z 85.05 54 _.25%
29 113
0 141 169 197 225 253 296
T L e e e e L A e e e e e A B e
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57 22.60 22.80 23.00 23.20 23.40
m/z 55.05 23.38%
5000 85
113 211
141
m/z--> 50 100 150 200 250 300 350 22.60 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044310.D

Aca On : 5 Feb 2020 18:45

Operator : CG/JU

Sample : L1390-03

Misc :

ALS Vial : 11 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 6 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.19 6.04 ng 495510 Perylene-d12 24 .64
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 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 50
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50

Abundance Scan 3421 (23.191 min): BG044310.D (-3414) (-) 69.10 100.00%

69
5000
41

}49 189217 273 341 22.80 23.00 23.20 23.40 23.60

O L 147 189207 278 341 m/z 81.10 51.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69
5000 41 LA L L LN L LN L L LB

22. 80 23. OO 23. 20 23. 40 23 60
m/z 41.10 21.60%

137
o 9% 191 231 273 341368 410
e o e S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69

22. 80 23. 00 23. 20 23. 40 23.60

5000 m/z 95.05 13.35%
41
109137
0 191 231 273301 341368 410
o LA B B e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: _psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...

69 22.80 23.00 23.20 23.40 23.60

m/z 68.10 10.78%

5000
a1 137
0 [, 191 245273301 341368 409436 477504 546
N s REWIVENE sclats CR s ot sttt Sl s e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 22.80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020520\
Data File : BG044310.D

Aca On : 5 Feb 2020 18:45

Operator : CG/JU

Sample : L1390-03

Misc :

ALS Vial : 11 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 7 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.78 2.63 ng 216055 Perylene-d12 24 .64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tetratetracontane 619 C44H90 007098-22-8 81
Abundance Scan 3521 (23.779 min): BG044310.D (-3515) (-) m/z 57.10 100.00%
57
85
5000
113 23.40 23.60 23.80 2400
141 169 . . . .
ol s LU 1000 2o 281 3w L RS0 78,300
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U
Bmmmmmmm
m/z 43.10 63.04%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance
57
85 23.40 23.60 23.80 2400
5000 m/z 85.10 55.92%
113
. 29 141 169 197 225 253 282
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance #215181: 2-methyloctacosane B B o e e A REEa
57 23.40 23.60 23.80 24.00
m/z 55.10 25.42%
- | —JVM
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 300 3%0 ' 2340 2360 2380 2400 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020520\
Data File : BG044310.D

Acq On : 5 Feb 2020 18:45

Operator : CG/JU

Sample - L1390-03

Misc :

ALS Vial : 11 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]
unknown3.13 3.13 2.2 ng 48576 1 7.91 446161 20.0
1-Heneicosanol 21.21 7.1 ng 507496 5 21.54 1429010 20.0
Eicosane 22.34 2.9 ng 209101 5 21.54 1429010 20.0
Heneicosane, 11-(... 23.01 3.1 ng 222388 5 21.54 1429010 20.0
Squalene 23.19 6.0 ng 495510 6 24.64 1640060 20.0
Heneicosane 23.78 2.6 ng 216055 6 24.64 1640060 20.0
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