LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 5.597 420 427 442 rBvV 1017534 1672035 45.20% 7.599%
2 7.201 692 700 716 rBV 1056471 1857852 50.22% 8.444%
3 7.571 756 763 778 rBV 1024426 1764637 47.70% 8.020%
4 8.041 837 843 856 rvB 192026 328493 8.88% 1.493%
5 8.364 891 898 910 rVvB 727728 1294332 34.99% 5.883%
6 9.216 1035 1043 1054 rBV 622301 1129398 30.53% 5.133%
7 10.856 1313 1322 1335 rBV 229176 443611 11.99% 2.016%
8 13.294 1729 1737 1753 rBV 1533961 2469128 66.74% 11.222%
9 14.122 1869 1878 1889 rBV 185112 299987 8.11% 1.363%
10 14.675 1965 1972 1983 rBvV2 387850 640283 17.31% 2.910%

11 16.161 2218 2225 2253 rBV 1224269 2064477 55.80% 9.383%
12 17.419 2432 2439 2453 rBV 558169 910312 24.61% 4._.137%

13 18.282 2580 2586 2597 rBV6 23904 54227 1.47% 0.246%
14 20.021 2875 2882 2893 rBV 2683070 3699469 100.00% 16.814%
15 20.779 3007 3011 3016 rBV3 44180 57122 1.54% 0.260%

16 21.291 3093 3098 3115 rBV5 71545 300570 8.12% 1.366%
17 21.690 3160 3166 3178 rBvV2 529113 923965 24.98% 4_.199%
18 21.831 3185 3190 3197 rVB 73117 102053 2.76% 0.464%
19 22.436 3288 3293 3300 rVB 73018 115875 3.13% 0.527%
20 23.130 3405 3411 3419 rVB2 71415 133632 3.61% 0.607%

21 23.323 3437 3444 3454 rVB 206331 405275 10.95% 1.842%
22 23.934 3542 3548 3556 rBV2 64745 141914 3.84% 0.645%
23 24.892 3702 3711 3716 rBV2 53759 141473 3.82% 0.643%
24 24.969 3716 3724 3744 rVB3 275310 868427 23.47% 3.947%
25 26.026 3896 3904 3912 rBvV4 39833 111284 3.01% 0.506%

26 27.389 4127 4136 4146 rBV3 21579 72949 1.97% 0.332%

Sum of corrected areas: 22002780
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040509.D
2500000

2000000

1500000

7.20 757
1000000 5,60

8.36
9.22

500000
8.04 10.86

e e o A NN

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG040509.D

20.02
2500000

2000000

13.29
1500000

16.16

1000000

17.42 21.69
500000 14.67

14.12

18.28 20.78 21.29 P1.83 22.44

O L0 e e e e L e S S R

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: BG040509.D

2500000
2000000
1500000
1000000

500000

23.32 24.97
23.1 23.93 24.%9 26.03 27.39

e maaas B L R EmEaa L e L AR RARRA BABAR R

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\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.57 Concentration Rank 1

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

7.57 107.44 ng 1764640 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 763 (7.571 min): BG040509.D (-756) (-) m/z 132.00 100.00%
5000 68 /\
96 I I IR UL
40 854 61 ‘| a7 | 103 115 720 740 760 780 800
ou.w.”.“.”,”.w:hh“.“,”.W.H.PH”,”.W.”.,.”,” m/z 67.95 46.75%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L L R
7.20 7.40 7.60 7.80 8.00
2 78 m/z 134.00 34 _.57%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 30.61%
6 104
39 51 7 90 117
e R RS AR AR ARALS RAARS RSN RALRN SRS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine . . e
132 720 7.0 7.60 7.80 8.00
m/z 69.00 18.46%
5000
33 44 0 g7 105
o 0 T e | L owe
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Octadecanesulphonyl chloride Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.29 6.51 ng 300570 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37CI02S 1000342-70-4 91
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 91
3 Octadecane, 1-chloro- 288 C18H37CI 003386-33-2 91
4 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 91
5 Tritetracontane 605 C43H88 007098-21-7 87
Abundance Scan 3098 (21.291 min): BG040509.D (-3093) (-) m/z 57.00 100.00%
57
4 HBIS PR SN BRI SUNRE
| 11197 15, 183 207 21.00 21.20 21.40 21.60
Ob el m/z 43.00 65.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #185101: 1-Octadecanesulphony! chloride
4 %7
5000 L UL SR BRI SUE
21.00 21.20 21.40 21.60
m/z 71.00 56.23%
o.npﬂnw”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
21.00 21.20 21.40 21.60
5000 m/z 85.10 40.98%
85
41
ol 26 Ml127 155 183 210 239 273201
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134594:; Octadecane, 1-chloro-
57 21.00 21.20 21.40 21.60
m/z 55.00 35.92%
5000 4 -
105
0 } ‘ J \|“H‘ ‘33“ 161 189 217 245260 288
m/z--> 20 Jo 60 80 160 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.83 2.21 ng 102053 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3190 (21.831 min): BG040509.D (-3185) (-) m/z 57.00 100.00%

5000

-

21.60 21.80 22.00 22.20
m/z 71.05 64 .48%

141 169 197221 251 283 327

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

-

5000 85
21.60 21.80 22.00 22.20

m/z 43.05 57.63%

113
L2 LM 191 169 107 205 67 205 365 303
e e e e T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R RAREE RS S
21.60 21.80 22.00 22.20
5000 85 m/z 85.05 41 .50%
113 141 169
0 197 225 253 281 309 337 365 437
T T T T T T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493:; Hexacosane
57 21.60 21.80 22.00 22.20
m/z 41.00 24 .86%
- 85 \“MWWhﬁﬂﬂkbﬂﬂkmwwNﬂMﬂﬁMmd
29 113
oLl |77, 141 169 197 225 253 295 323 367
—— Pt e e e e e R RE SRR
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22 .44 2.51 ng 115875 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3294 (22.442 min): BG040509.D (-3288) (-) m/z 57.10 100.00%
57
5000 85 ,VJNNHMAVnV_Nj\NW,“ﬁxﬁk«/V\w
113 " 2020 22.40 2260 22.80
141
ol L{ " Lo A65188 222 258 283 s m/z 43.00 63.28%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LI BUURILN LRI BULILN B
nmnmnmnm
113 m/z 71.05 54 _.51%
oL 2Ly j | 11 169189211 239 267 295 323 352
m/z--> §o 100 150 200 250 360 3%0
Abundance
57
85 22.20 22.40 22.60 22.80
5000 m/z 85.10 43.42%
29 113
0 141 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57 22.20 22.40 22.60 22.80
m/z 55.00 20.32%
5000 85
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367
m/z--> 50 100 m 200 250 300 m nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.13 2.89 ng 133632 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3411 (23.130 min): BG040509.D (-3405) (-) m/z 57.05 100.00%
57
e ° \AMAQ\—\/
13141 nmmmmmmm
ol A hd M es 222 27205 TS 00 57.24%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 USSR AR
85 22. 80 23. oo 23. 20 23.40
29 m/z 71.05 56.13%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57
22.80 23.00 23.20 23.40
5000 P m/z 85.05 39.69%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo
Abundance #202662: Heptacosane
57 22.80 23.00 23.20 23.40
m/z 55.00 22.03%
5000
85
0 %9 I8 141 169 197 225 253 281 323 351 380
m/z--> % 1& 1m 2& 250 3& 3% ' nmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.32 8.77 ng 405275 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 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 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 80
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 3443 (23.318 min): BG040509.D (-3437) (-) m/z 69.00 100.00%
6o
5000 /\
41 SSSNSESNGRAS 15 GENSS——
07136 23.00 23.20 23.40 23.60
ki by t0t 23 i s T e 00 48.33%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69
s000] 4 VA R AR AR
23.00 23.20 23.40 23.60
m/z 40.95 24 .81%

137
o L mhﬁ?%\M‘ 191 231 273 341368 410
S ¥ ¥ e e e e e f e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
_'_'—I_'_'_'_'—I_'_'_'_'—I_’_'_'_'—I_'_'_'_'—r

23.00 23.20 23.40 23.60

5000 m/z 95.05 12.09%
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 23.00 23.20 23.40 23.60

m/z 68.00 11.86%

5000
a1 09137
o ‘ fglﬂl |, 191 245273301 341368 409436 477504 546
P T T e P S P e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.93 3.27 ng 141914 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 3547 (23.929 min): BG040509.D (-3542) (-) m/z 57.00 100.00%

g7
5000 85

113 23. 60 23. 80 24. OO 24. 20
J 141 169 209 253 295
oI byt 209 258 295 m/z 43.00 58.19%

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57

5000 85 e T
23. 60 23. 80 24. OO 24.20

29 s m/z 71.10 46.69%
0 ‘\‘L“ h i j | (141 169 197 205 253 281 309 337 365 394
b A S 2 A A R A
miz--> 50 100 150 200 250 300 350
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 41.45%
29
. 113 141 169 197 225 253 205 323 367
b Y P S
miz--> 50 100 15 200 250 300 350
Abundance #141426: Heneicosane
57 23.60 23.80 24.00 24.20
m/z 54.95 23.11%
85
5000
29 113
ol L 77,141 369 107 225 253 296
—— e e e
miz--> 50 100 15 200 250 300 350 23160 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 9 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .89 3.26 ng 141473 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Tricosane 324 C23H48 000638-67-5 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3711 (24.892 min): BG040509.D (-3702) (-) m/z 57.10 100.00%

57
5000 85

l 113 141 183 o4 282 324 A15 24.60 24.80 25.00 25.20
ol b BTl 298, 224 282 824 355 AN m/z 43.00 53.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 LA L L L L LB LB
85 24 60 24 80 25. 00 25 20
29 m/z 71.00 52.20%
0 | L “ Ik J1}3\141‘169 197 225 253 282
L B e e R A e e e e e e I e BN B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.10 39.35%
29 113
o 141 169 197 225 253 281 309 337 365 394
L e T B o A A e e e e e e LA B i e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164579: Tricosane
57 24.60 24.80 25.00 25.20
m/z 55.00 21.35%
5000 85
29 \113 141 169 197 225 253 241 324
m/z--> 50 100 150 200 250 300 350 400 24 60 24 80 25. 00 25 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Hentriacontane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
26.03 2.56 ng 111284 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3905 (26.032 min): BG040509.D (-3896) (-) m/z 57.00 100.00%
57
5000
25.80 26.00 26.20 26.40
155
o 19221 281 m/z 71.05  69.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000
85 25.80 26.00 26.20 26.40
29 m/z 43.00 63.02%
ol ] L h | 113 141 169 197 205 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance
57
" 25:80 26.00 26.20 26.40
5000 m/z 85.10 50.12%
85
29 113 149
0 169 197 225 253 280 309 351 379 407 436
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #141426: Heneicosane
57 25.80 26.00 26.20 26.40
m/z 55.00 26.71%
85
5000
29 113
oL LA 1] 777,241 160 197 225 53 296
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 2§8O 2&50 2&20 2&40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041619\
Data File : BG040509.D

Acq On : 16 Apr 2019 18:50

Operator : JU/SJ

Sample - K2423-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
unknown7 .57 7.57 107.4 ng 1764640 1 8.04 328493 20.0
1-Octadecanesulph... 21.29 6.5 ng 300570 5 21.69 923965 20.0
2-methyloctacosane 21.83 2.2 ng 102053 5 21.69 923965 20.0
Pentacosane 22 .44 2.5 ng 115875 5 21.69 923965 20.0
Octacosane 23.13 2.9 ng 133632 5 21.69 923965 20.0
Squalene 23.32 8.8 ng 405275 5 21.69 923965 20.0
Hexacosane 23.93 3.3 ng 141914 6 24.97 868427 20.0
Eicosane 24 .89 3.3 ng 141473 6 24.97 868427 20.0
Hentriacontane 26.03 2.6 ng 111284 6 24.97 868427 20.0
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