LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022120\

Data File : BG044555.D

Aca On : 21 Feb 2020 18:55 Instrument :

Operator : CG/JU BNA_G

Sample - L1586-02 ClientSampleld :

Misc - 0174-COMP-BT-B-MOD-ELUTRIATE
ALS Vial : 15 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 5.456 396 403 417 rBV 438933 729391 17.51% 3.525%
2 7.055 668 675 691 rBV 301791 558978 13.42% 2.701%
3 7.877 808 815 823 rBV 177196 311568 7.48% 1.506%
4 8.200 863 870 882 rBV 728476 1295390 31.10% 6.260%
5 9.035 1005 1012 1027 rBV 544816 1023582 24.57% 4 .946%
6 10.680 1284 1292 1313 rBV 226449 430503 10.33% 2.080%
7 13.142 1704 1711 1728 rBV 1541533 2452802 58.88% 11.852%
8 13.976 1847 1853 1864 rBV 69934 114893 2.76% 0.555%
9 14.522 1938 1946 1959 rBV 396472 633022 15.20% 3.059%
10 16.009 2192 2199 2218 rBVY 1258503 2039015 48.95% 9.853%

11 17.266 2406 2413 2423 rBV 522026 830274 19.93% 4.012%
12 19.881 2852 2858 2869 rBV 3106294 4165545 100.00% 20.129%
13 20.568 2969 2975 2983 rVB2 28762 46457 1.12% 0.224%
14 20.691 2989 2996 3000 rBV2 32111 52731 1.27% 0.255%
15 21.179 3074 3079 3087 rBv3 250821 437045 10.49% 2.112%

16 21.244 3087 3090 3100 rVB 46224 83037 1.99% 0.401%
17 21.508 3128 3135 3145 rBV2 625500 1059510 25.44% 5.120%
18 21.708 3164 3169 3178 rBV 167448 248719 5.97% 1.202%
19 22.295 3262 3269 3280 rBV 273966 465162 11.17% 2.248%
20 22.954 3369 3381 3395 rBV2 359749 878038 21.08% 4.243%

21 23.723 3502 3512 3521 rBV 328179 731838 17.57% 3.536%
22 24.581 3647 3658 3662 rBV 410701 1172070 28.14% 5.664%
23 25.692 3837 3847 3858 rVB2 184894 546675 13.12% 2.642%
24 26.972 4054 4065 4078 rBV2 88548 290076 6.96% 1.402%
25 28.512 4318 4327 4339 rVB7 25283 98194 2.36% 0.474%

Sum of corrected areas: 20694515
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022120\

Data File : BG044555.D

Aca On : 21 Feb 2020 18:55

Operator : CG/JU

ﬁ?gg'e : L1586-02 0174-COMP-BT-B-MOD-ELUTRIATE
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance
3000000

TIC: BG044555.D

2500000

2000000

1500000

1000000
8.20
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500000 5.46

7.05

7.88 10.68
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TIC: BG044555.D

Time-->
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3000000

19,88

2500000

2000000

13.14
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16.01
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17.27 2151
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208769 2.24

21.71
13.98
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TIC: BG044555.D

Time-->
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3000000

2500000

2000000

1500000

1000000

500000p2 95 23.72 24.58

25.69

26.97 28.51

R RARRE s S o T L R e — T

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022120\

Data File : BG044555.D

Aca On : 21 Feb 2020 18:55

Operator : CG/JU

3?22Ie : L1586-02 0174-COMP-BT-B-MOD-ELUTRIATE
ALS Vial : 15 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 2 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.18 8.25 ng 437045 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
Abundance Scan 3079 (21.179 min): BG044555.D (-3074) (-) m/z 57.10 100.00%

5000 4

20.80 21.00 21.20 21.40
m/z 43.10 75.81%

126141 163 1g3

267

210 239

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
83

/\* | L DL BN DL B

20.80 21.00 21.20 21.40
m/z 71.05 59.63%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
83 20.80 21.00 21.20 21.40
5000 41 m/z 55.10 58.69%
111
o 18 126147 168 196211227 258
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester P T T
57 20 80 21. 00 21. 20 21. 40

m/z 83.10 57.02%

5000 41 ‘/L
lll
ZA s H \H 126 148 196 224 269

o.”“.”,uu,”.w”.w.”w.”.“”.“.”..” e AE———" R AR S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022120\

Data File : BG044555.D

Aca On : 21 Feb 2020 18:55

Operator : CG/JU

3?22Ie : L1586-02 0174-COMP-BT-B-MOD-ELUTRIATE
ALS Vial : 15 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.71 4.69 ng 248719 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 86
3 Octacosane 394 C28H58 000630-02-4 70
4 Heptacosane 380 C27H56 000593-49-7 68
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 3169 (21.708 min): BG044555.D (-3164) (-) m/z 57.10 100.00%

57
85
5000

21 40 21.60 21.80 22.00

I d | u141 169 207 239 281

0 ....,.n e m/z 71.05 69.73%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L LB L L L L

21,40 21.60 21.80 22.00
m/z 43.10 63.43%

29 113
o I|J I ] L 141 (169 197 225 253 2%
R e R e R RERE
m/z--> 50 100 150 200 250 300 350

Abundance
57
T T T
85 21:40 21.60 21.80 22.00
5000 m/z 85.10 53.87%
29
. 113 141 169 197 240
T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R e B
57 21. 40 21 60 21. 80 22. OO

m/z 55.10 23 .34%

29
D01 M8 141 169 197 225 253 281 309 337 365 394

L e e AL e

T
m/z--> 50 100 150 200 250 300 350 21. 40 21 60 21. 80 22. OO

8270-BG013020-M Mon Feb 24 16:39:58 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022120\

Data File : BG044555.D

Aca On : 21 Feb 2020 18:55

Operator : CG/JU

3?22Ie : L1586-02 0174-COMP-BT-B-MOD-ELUTRIATE
ALS Vial : 15 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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.30 8.78 ng 465162 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3270 (22.301 min): BG044555.D (-3262) (-) m/z 57.10 100.00%

57
85
5000

22. 00 22. 20 22. 40 22 60

| J 141 183 207
ol b i ‘|'|1 163108 207 239 267 295 %5 m/z 71.10 75.57%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 T 1 T llllllll LB

22. OO 22. 20 22. 40 22 60
m/z 43.10 62.26%

29
| | 11}3 141 169 197 295 268
O o e I e L A B B e o e e o o o e
m/z--> 50 100 150 200 250 300 350
Abundance
57

22. 00 22. 20 22. 40 22.60

5000 85 m/z 85.05 55.97%
113
0 29 141 169 197 225 267 295 365 393
e o T e S e R
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e e E e
57 22. 00 22. 20 22. 40 22 60

m/z 55.10 22 .93%

5000 85
29 M
| ] | MR 141 169 107 205 253 205 323 367

L e B e R R O S

m/z--> 50 100 150 200 250 300 350 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022120\

Data File : BG044555.D

Aca On : 21 Feb 2020 18:55

Operator : CG/JU

3?22Ie : L1586-02 0174-COMP-BT-B-MOD-ELUTRIATE
ALS Vial : 15 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 Eicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22.95 16.57 ng 878038 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 94
3 Hexacosane 366 C26H54 000630-01-3 94
4 Heptadecane 240 C17H36 000629-78-7 94
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3380 (22.948 min): BG044555.D (-3369) (-) m/z 57.10 100.00%

57
85
5000

22. 60 22. 80 23. 00 23. 20

141 169 197
N S 1'| *l.ﬂ Ll 27 225 253 280 309 387 m/z 71.05 73.89%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA L L L L L L L LB L I

22.60 22.80 23.00 23.20
\ m/z 43.10 64 .47%

113
29 141
oL A h by LM 200 o7 5 oo 22
m/z--> 50 100 150 200 250 300 350
Abundance

22. 60 22. 80 23. 00 23.20

5000 85 m/z 85.10 53.95%
29
o 113 141 169 197 205 268
e A L L
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R e e
57 22. 60 22. 80 23. 00 23. 20

m/z 55.10 25.07%

5000 85
29
‘ ‘ L | | M 141 169 197 225 253 205 323 367

L N i s e . L B A s

m/z--> 50 100 150 200 250 300 350 22. 60 22. 80 23. 00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022120\

Data File : BG044555.D

Aca On : 21 Feb 2020 18:55

Operator : CG/JU

3?22Ie : L1586-02 0174-COMP-BT-B-MOD-ELUTRIATE
ALS Vial : 15 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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.72 12.49 ng 731838 Perylene-d12 24 .58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3511 (23.717 min): BG044555.D (-3502) (-) m/z 57.10 100.00%

57
85
5000

23 40 23 60 23. 80 24 00

141 169 197 225
ol LI -"|11'.l,- 7225253 204 3271 | m/z 71.05 73.82%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LA L L L L L L L L L L

23 40 23 60 23. 80 24 00
m/z 43.10 61.63%

113
o 200 || |10, 169 197 225 267 295 365 393
SR 1 S A i o
miz--> 50 100 150 200 250 300 350
Abundance
57
R RRRREREaaanETEEESLAS
23.40 23.60 23.80 24.00
5000 g5 m/z 85.10 54.10%
113
0 37 141 169 197 229 267 204 323 352
SN 1 A A S i LM WL SUBL SR L S
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B A
57 23.40 23.60 23.80 24.00

m/z 55.10 23.22%

85
5000
29 113
L [T0T,141 169 107 225 253 206

ot—rryt e R EREE S A

T
m/z--> 50 100 150 200 250 300 350 23 40 23 60 23. 80 24 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022120\

Data File : BG044555.D

Acq On : 21 Feb 2020 18:55

Operator : CG/JU

ﬁ?ggle : L1586-02 0174-COMP-BT-B-MOD-ELUTRIATE
ALS Vial : 15 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]
1-Heneicosanol 21.18 8.3 ng 437045 5 21.51 1059510 20.0
Heneicosane 21.71 4.7 ng 248719 5 21.51 1059510 20.0
Nonadecane 22.30 8.8 ng 465162 5 21.51 1059510 20.0
Eicosane 22.95 16.6 ng 878038 5 21.51 1059510 20.0
2-methyloctacosane 23.72 12.5 ng 731838 6 24.58 1172070 20.0
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