LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc :

ALS vial : 6 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53828.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.656 378 386 395 rBV 456022 774184 22.23%  2.636%
2 7.242 647 656 666 rBvV 460660 805241 23.12% 2.742%
3 8.094 793 801 807 rBV 79714 141356 4.06%  0.481%
4 9.252 986 998 1005 rBV 260923 489131 14.04% 1.665%
5 10.903 1271 1279 1289 rVB 106155 198016 5.68% 0.674%

6 13.341 1686 1694 1701 rBV 730191 1186087 34.05%
7 14.710 1920 1927 1935 rBV 178724 291484  8.37%
8 16.196 2173 2180 2200 rBV 524762 1099507 31.57%
9 17.454 2388 2394 2401 rBV 245322 397921 11.42%
10 18.165 2494 2515 2528 rBV3 228437 1342875 38.55%

AP wop
N
N
w
S

11 18.335 2535 2544 2562 rVB 260861 969871 27.84%
12 19.604 2750 2760 2773 rVB3 216385 702498 20.17%
13 19.745 2774 2784 2796 rVB 800501 2133861 61.26%
14 20.016 2823 2830 2832 rBV3 18130 38342 1.10%
15 20.063 2832 2838 2845 rVB 1547956 2138389 61.39%

NONNW
N
<))
%]
R

16 20.785 2949 2961 2973 rBV 1398078 3112345 89.35% 10.596%
17 21.379 3057 3062 3067 rBv4 39953 92255 2.65% ©.314%
18 21.625 3100 3104 3109 rVB 37650 56393 1.62% ©.192%
19 21.731 3115 3122 3125 rBV 306374 546590 15.69% 1.861%
20 21.796 3125 3133 3149 rVB2 1020665 3483229 100.00% 11.859%

21 22.530 3253 3258 3262 rBV5 18460 41014 1.18%
22 23.000 3324 3338 3354 rVB 1111710 3297083 94.66% 11.
23 24.410 3564 3578 3594 rVB2 532676 2311701 66.37%
24 24.998 3669 3678 3688 rBvV2 155250 473237 13.59%

AR NPRO®
0
N
©
xR

25 26.120 3854 3869 3885 rBV3 308672 1449553 41.62% 935%
26 28.177 4203 4219 4240 rVB2 164755 1008548 28.95%  3.434%
27 30.674 4625 4644 4671 rVB3 105357 791142 22.71%  2.694%

Sum of corrected areas: 29371853
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/IU
: N3143-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
BGO53828.D
6 Jun 2022 14:18

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG053828.D\data.ms

5.656 7.242

9.252
8.094 10.903

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG053828.D\data.ms

20.063
20.785

21.796

13.341

16.196

1818835

17.454

14.710

0
Time-->

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

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG053828.D\data.ms

.000

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\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.165 67.49 ng 1342880  Phenanthrene-d10 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2515 (18.165 min): BG053828.D\data.ms (-2494) (- | m/z 57.10 100.00%

57.1
5000

—
‘Tl 18.00 18.50
il

141.0
obrrd bl d L 7 183:1225.2267.1 m/z 43.10  66.46%

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 R
18.00 18.50
m/z 71.10 63.30%

\L

9.0
||| /141.018302250267.0300.0 367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

T
18.00 18.50

o

5000 m/z 85.10 46.72%
99.0
0 141.0183.0226.0
e T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- T T
57.0 18.00 18.50

m/z 55.10  25.99%

5000
9.0
||| ¥410183.05250267.03000 3650

on A b b L R AR TR LT T - —
miz--> 50 100 150 200 250 300 350 18.00 18.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\

BGO53828.D
6 Jun 2022 14:18

: CG/IU
: N3143-01

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

2 n-Hexadecanoic acid

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.335 48.75 ng 969871  Phenanthrene-d1e 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Octadecanoic acid

3 Tetradecanoic acid
4 Pentadecanoic acid
5 Tridecanoic acid

256 C16H3202
284 C18H3602
228 C14H2802
242 C15H3002
214 C13H2602

000057-10-3 98
000057-11-4 83
000544-63-8 80
001002-84-2 80
000638-53-9 76

Abundance Scan 2544 (18.335 min): BG053828.D\data.ms (-2535) (- | m/z 73.10 100.00%
43.1 73.1
5000 129.0
213.1
— ——
‘ 17?7 256.1 18.00 18.50
oL—— HNW‘ wmﬂwwﬁ‘k w““H‘M‘uu N”‘ ‘ m/z 43.10 94.96%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 730 256.0
5000 — —
129.0 18.00 18.50
213.0 m/z 60.10 92.00%
i, T8
ol “\ ‘HH‘ M“ \‘H““\Uh“w \}M\‘\H} il | “ “ “‘u\‘ T “‘ S
miz--> 50 100 150 200 250
Abundance
73.
43.0 30
— ——
18.00 18.50
5000 129.0 m/z 41.10 84.74%
1850 5410 284(
ol Ly Wby L L b
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid — —
73.0 18.00 18.50
43.0 m/z 55.10 80.74%
5000
129.0
185.0 228.0
oL— “‘ H\\‘u‘u“ HH ;M‘\‘u} “ ‘ I \u“ “\‘ \‘ — ‘\‘ — P P
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.604 25.70 ng 702498  Chrysene-di12 21.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2760 (19.604 min): BG053828.D\data.ms (-2750) (- | m/z 43.10 100.00%
43.1 73.1
5000 129.0
185.1 241.1
—— —
| ‘ ‘ 284.1 19.50 20.00
ob—— ‘;J‘ M\“h“h‘\ L m o ‘\ l, ‘i 1l ‘\L‘ l ‘h‘ : \‘H m/z 73.10 94 .50%
miz--> 50 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — _
19.50 20.00
284.C o
185.0 241.0 ‘ m/z 60.10 85.65%
oL ‘\“ \‘ H‘ nhh M‘m‘ J - | “‘ e, “‘ S
m/z--> 150 200 250
Abundance
43.0 73.0
—— —
19.50 20.00
5000 129.0 m/z 41.10 77 .36%
199.0 92420
0 167.0
e e e e
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid T T
3 2
43.0 73.0 256.0 19.50 20.00
m/z 57.10 76.09%
5000
129.0
213.0
H ‘ 171.0 ‘
[o) “\ \H“ H‘H\ w‘\\‘\‘m‘\ ‘\\ , “ “‘u\‘ T “‘ — 7 =
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.745 78.08 ng 2133860  Chrysene-d12 21.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2784 (19.745 min): BG053828.D\data.ms (-2774) (- | m/z 57.10 100.00%
57.1
5000
— —
‘ 1§ 9\ ! 141. 1183 2225.2 19.50 20.00
ol b L 1183:2225.2067.1300.2351.2 m/z 43.10 64.51%
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
5000 — —
19.50 20.00
m/z 71.10 62.72%
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
19.50 20.00
5000 m/z 85.10 46.27%
99.0
050 141018302250  296.0
T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane = —
57.0 19.50 20.00
m/z 55.10 23.72%
5000
9.0
ol L | o |, 141.0183.0225.0267.0 323.0 380.0
H““ A A T T e e —— —r
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Pentadecane, 8-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.785 113.88 ng 3112350 Chrysene-d12 21.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2961 (20.785 min): BG053828.D\data.ms (-2949) (- | m/z 57.10 100.00%
57.1
5000 /\
‘ | \9\1}411183122512671 20.50 2100
ol A LI T 3590 2251 267.1809.285L.2 /7 43.10  65.19%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000
2050 2100
m/z 71.10 3.81%
0 \‘L‘ ¥ \\ | 141.0183.0 225.0 267.0 309.0 367.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
2050 2100
5000 85.0 m/z 85.10 6.60%
127 196.0
o 0 239.0 280.0
T e e T
m/z--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0 2050 2100
m/z 55.10 %
5000
9.0 154.0
o b b h‘ L\ 197.0239.0281.0
m/z--> 50 100 150 200 250 300 350 2050 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Oxalic acid, isobutyl hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.379 3.38 ng 92255  Chrysene-d12 21.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 87
4 Butyl hexadecyl ether 298 C20H420 1010406-40-5 83
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 81
Abundance Scan 3062 (21.379 min): BG053828.D\data.ms (-3057) (- | m/z 57.10 100.00%
57.1
5000 v/\
— m—
omwmwuu‘!““mHmmmmwHH_Hwwwwww m/z 43.10  91.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 = P
21.00 21.50
m/z 55.10  65.30%
o | ” 112501969 269.0
\H\‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
= —
21.00 21.50
5000 m/z 71.10 53.55%
125.0
o 252.0 648.
T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #161355: 1-Decanol, 2-octyl- — P
57.0 21.00 21.50
m/z 83.10 51.06%
5000
5.0
; 50
e e e == =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heptadecane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.796 127.45 ng 3483230  Chrysene-d12 21.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Hexacosane 366 C26H54 000630-01-3 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3133 (21.796 min): BG053828.D\data.ms (-3125) (- | m/z 57.10 100.00%

57.1
5000

‘ ‘ ‘ 1411 183 1 2150 2200
Ob b b b d L 30/ 18312251 267.1309.235L2  n/ 71010 65.14%
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000
2150 2200

m/z 43.10 62.97%

ol \\ (14101830 995103230
T ‘ T T ‘ T \ \ \ ‘ T \ T ‘ L ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance

57.0

2150 2200
5000 ITI/Z 85.10 47 .77%
99.0
0 141.0 183.0 225.0 267.0 309.0  367.0
T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl- —— T
43.0 21.50 2200
m/z 55.10 %
5000 5.0
127.0 196.0
o Ll B0 as0ze00
m/z--> 50 100 150 200 250 300 350 2150 2200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18

Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Tetratetracontane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.000 120.64 ng 3297080  Chrysene-d12 21.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3338 (23.000 min): BG053828.D\data.ms (-3324) (- | m/z 57.10 100.00%
57.1

5000

)
w
o
s)

7.1
o‘HH‘u‘wﬂ‘lfuﬁ??:%?ﬁ?ﬁ?’??(%H‘HHw‘_m_wm m/z 71.1e 63.93%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0
5000 L
23.00
m/z 43.10 62.13%
ok HN 70197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
=
23.00
5000 ITI/Z 85.10 47 .49%
o 127.0 19709670 365.0
[ e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl- =
57.0 23.00

m/z 55.10  23.26%

5000 WNIN*J/\HA
7.0 239.0
| Fr0 2309508

Ot e e R e e SR
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.410 97.70 ng 2311700  Perylene-d12 25.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3578 (24.410 min): BG053828.D\data.ms (-3564) (- | m/z 57.10 100.00%
57.1
5000 A//\
3.1 ‘24‘50‘
169.1 :
0 ‘m‘u h “ AYn. 2251 2810 8512 nsz 71,10 65.16%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 T
24.50
m/z 43.10 61.54%
13.
0 ‘ ‘ l nhw 1‘ hl d oy ]769 0 225.0 295.0 367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—
24.50
5000 m/z 85.10 48.40%
113.0
0 169.0 2250 281.0 337.0 422.(
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane —
57.0 24.50
m/z 55.10 22.84%
h meMh“W//\kwywwvvwf
0 ‘ ‘ h\ h ul \\ d 169 0 225.0 296.0
“‘w“““u R e i B B S —
m/z--> 50 100 150 200 250 300 350 400 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Tetracosane, 11l-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.120 61.26 ng 1449550  Perylene-di12 25.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 3869 (26.120 min): BG053828.D\data.ms (-3854) (- | m/z 57.10 100.00%
57.1
5000 «\]/\\\“vﬂ
2600 2650
1691 : .
ol “u w‘h‘ 14 M pOPR 2292 2951 3850 nyz 71.10 62.55%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 — —
26.00 26.50
m/z 43.10 60.42%
0 ‘ \L‘ uh\ \h\ h‘ \\ | 1769 0 225.0 295.0 367.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— —
26.00 26.50
5000 m/z 85.10 48.16%
113.0
e e e T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane = =
57.0 26.00 26.50
m/z 55.10 22.22%
B /\A_//\\‘
13.
Ry 1130 160.0 2250 281.0 337.0 394.0
e ““““““ T e —— —
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
28.177 42.62 ng 1008550  Perylene-di12 25.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Docosane 310 C22H46 000629-97-0 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 4219 (28.177 min): BG053828.D\data.ms (-4203) (- | m/z 57.10 100.00%

57.1
5000

—
28.00 28.50
1691
0 H A4 " “ ppn, 29 8281wz 71.10 66.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 = ——
28.00 28.50

m/z 43.10 60.91%

|1 1130 1600 2250 281.0 337.0 394.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0

7
28.00 28.50

o

5000 m/z 85.10 50.27%
. 1139 1690 2250 3100
R B e LA R I I R
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T T
57.0 28.00 28.50

m/z 55.10  21.30%

\“ L ﬁJ‘J\ VWDWW%M//\\%WVWWMM

ol 169.0 2250  309.0 365.0 436.l
—————— e —r —

m/z--> 50 100 150 200 250 300 350 400 28.00 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
30.674 33.44 ng 791142  Perylene-di2 25.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 90

Abundance Scan 4644 (30.674 min): BG053828.D\data.ms (-4625) (- | m/z 57.10 100.00%

57.1
5000
1411 183.1 225.1 295.0 3549

‘ “ Tl éde 31.00
O‘HM“\!H\M“\“ “\“u“ ‘1“‘\\ o o e e m/z 71.1@ 66.54%

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 U
30.50 31.00
m/z 43.10 56.59%

9.0
\‘LH || 14101830 2250 267.0 309.0 367
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

7
30.50 31.00

o

5000 m/z 85.10 46.75%
99.0
0 141.0 183.0 2250 281.0 338.0
R R e i LA IR S
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane T —T
57.0 30.50 31.00

m/z 55.10  23.12%

5000
9.0
‘\ L H‘
=

\‘ L ‘\ | | ]\-41.0 183.0 254.0
Otgh L L N L — —
m/z--> 50 100 150 200 250 300 350 30.50 31.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060622\
Data File : BG@53828.D

Acqg On : 6 Jun 2022 14:18
Operator : CG/JU

Sample : N3143-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexacosane 18.165 67.5 ng 1342880 4 17.454 397921 20.0
n-Hexadecanoic ... 18.335 48.8 ng 969871 4 17.454 397921 20.0
Octadecanoic acid 19.604 25.7 ng 702498 5 21.731 546590 20.0
Octacosane 19.745 78.1 ng 2133860 5 21.731 546590 20.0
Pentadecane, 8-... 20.785 113.9 ng 3112350 5 21.731 546590 20.0
Oxalic acid, is... 21.379 3.4 ng 92255 5 21.731 546590 20.0
Heptadecane, 9-... 21.796 127.5 ng 3483230 5 21.731 546590 20.0
Tetratetracontane 23.000 120.6 ng 3297080 5 21.731 546590 20.0
Triacontane 24.410 97.7 ng 23117060 6 25.004 473237 20.0
Tetracosane, 11... 26.120 61.3 ng 1449550 6 25.004 473237 20.0
Docosane 28.177 42.6 ng 1008550 6 25.004 473237 20.0
Tetracosane 30.674 33.4 ng 791142 6 25.004 473237 20.0
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