LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS Vvial : 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 : © 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50786.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.779 384 390 400 rBV 332893 563983 21.60% 4.218%
2 7.389 656 664 677 rBvV 204368 379755 14.54% 2.840%
3 8.246 803 810 816 rBV 123583 208722 7.99% 1.561%
4 9.416 1001 1009 1019 rBV 469407 875452 33.53% 6.548%
5 10.814 1240 1247 1262 rBV 199648 360357 13.80% 2.695%

6 11.073 1282 1291 1298 rBV 160806 297362 11.39%  2.224%
7 13.493 1693 1703 1711 rBV 1130296 1802721 69.04% 13.483%
8 14.868 1929 1937 1946 rVB 260974 417060 15.97%  3.119%
9 16.355 2183 2190 2199 rBV 871020 1340056 51.32% 10.023%

10 16.977 2289 2296 2303 rBVe6 15576 28123 1.08% 0.210%
11 17.612 2398 2404 2411 rBV 323254 504838 19.33% 3.776%
12 18.247 2508 2512 2517 rVB3 43439 59656 2.28% 0.446%
13 18.346 2524 2529 2535 rBV8 18673 33713 1.29% 0.252%
14 18.476 2546 2551 2559 rBV 136918 206741 7.92% 1.546%
15 19.733 2762 2765 2773 rBVe6 17710 26233 1.00% 0.196%
16 19.992 2806 2809 2817 rVB2 21384 27563 1.06% 0.206%
17 20.209 2839 2846 2851 rBV 1883432 2611095 100.00% 19.529%
18 20.479 2887 2892 2896 rBV 30674 44558 1.71% 0.333%
19 20.984 2974 2978 2982 rBV 51678 59449 2.28% 0.445%
20 21.513 3063 3068 3082 rBv2 124999 295567 11.32% 2.211%
21 21.919 3130 3137 3144 rVB 310883 550545 21.08% 4.118%
22 22.083 3160 3165 3170 rBV 53993 78279 3.00% 0.585%
23 22.724 3269 3274 3280 rVB 46002 77152 2.95% 0.577%
24 23.458 3393 3399 3406 rVB 42712 80233 3.07% 0.600%
25 23.664 3425 3434 3442 rVB 829326 1668164 63.89% 12.477%
26 24.310 3539 3544 3554 rVB2 39511 86427 3.31% 0.646%
27 25.332 3708 3718 3731 rVB2 200953 620197 23.75% 4.639%
28 26.531 3917 3922 3931 rVB3 25216 66201 2.54% 0.495%
Sum of corrected areas: 13370202
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG050786.D\data.ms

1500000

1000000

500000 9.416
5.779
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8,246 8073

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG050786.D\data.ms

20.209

1500000

13.493

1000000
16.355

500000
17.612 21.919

18.476 21.513
16.977 182476 19,7899 20.479 20.984 .083 22.724

L L e B R e ===

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 TIC: BG050786.D\data.ms

14.868

1500000

1000000

23.664

500000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.814 24.24 ng 360357 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 50
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
Abundance Scan 1247 (10.814 min): BG050786.D\data.ms (-1240) (-~ | m/z 45.00 100.00%
45.0
5000 /k
75.0
10. 50 11. 00
100.0
0 "‘_"Jp‘!uMw““_““”;h““‘1‘3‘2‘0‘””_” m/z 57.10 91.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10. 50 1l 00
75.0 m/z 41.00 37.78%
O LI ‘ \‘H“\ \“‘H‘\ \‘!‘HH\ \‘1“\ ‘ \‘\‘ \1\0}0‘\0\ T ‘ \]_\3\2\()‘ T T ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
10. 50 11 00
5000 m/z 75.00 18.87%
29.0 75.0
100.0
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 10. 50 11 00
m/z 56.00 15.71%
5000
89.0
27.0
AR .
m/z--> 20 40 100 120 140 160 10. 50 1l OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Dodecanoic acid, methyl ester  Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.247 2.36 ng 59656  Phenanthrene-d10 17.612
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
3 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 76
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 74
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 74

Abundance Scan 2512 (18.247 min): BG050786.D\data.ms (-2508) (- | m/z 74.00 100.00%
74.0
5000
43.0 /\
143.0 Taloo Talen
(oL M u\“‘m“““‘h‘\ w“mwm b wuu_mmuwu‘!‘wmHw“ m/z 87.80 72.53%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92127: Dodecanoic acid, methyl ester
74.0
5000 S }Lm
18.00 18.50
43.0 m/z 43.05 29.67%

O

143.0
171.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
74.0

T T
18.00 18.50

5000 43.0 ITI/Z 55.00 29.65%
143.0
199.0
0 111.0 171.0 242.0
— T T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #109373: Dodecanoic acid, 10-methyl-, methyl ester P —
74.0 18.00 18.50
m/z 41.00 27.28%
soo0, 410
143.0
‘ ‘ ‘ 1L ‘ 1850 2280
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.476 8.19 ng 206741  Phenanthrene-die 17.612
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2551 (18.476 min): BG050786.D\data.ms (-2546) (- | m/z 73.00 100.00%
73.0
43.0
5000
129.0
213.1 1
157.1185.1 256.1 18.50
0! m/z 59.95 84.83%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
18.50
97.0 157015502130 2560 m/z 43.00  80.54%
O \H‘HH“}‘HH!H \H‘\\‘H\‘\\‘}“““H”‘M\“\‘H‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
——
18.50
5000 129.0 m/z 41.00 66.72%
199.0
101.0 157.0 242.0
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid T
430 73.0 18.50
' m/z 57.10 62.48%
5000
129.0
‘ ‘ 171.0 214.0
ol AL s U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.985 2.16 ng 59449 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 C28H58 000630-02-4 64
3 Tetracosane 338 C24H50 000646-31-1 64
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 Tetradecane 198 C14H30 000629-59-4 59
Abundance Scan 2978 (20.984 min): BG050786.D\data.ms (-2974) (- | m/z 57.00 100.00%
57.0
2 L\JL*/W
100
I R— “M ! ‘\ po oot 2000200 m/z 71.e5 73.35%
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 T
21.00
m/z 43.05 70.75%
Ol\S}q ‘\L‘ T “‘ \“‘\ ““ \“ \1\4\1‘0\].\8\3\?\ \2\4?‘0\ 1T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
21.00
5000 m/z 85.05 48.27%
99.0
0 141.0183.0225.0 281.0 337.0 394.
e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane —
57.0 21.00
m/z 41.00 33.31%
9.0
e e e e
m/z--> 50 100 150 200 250 300 350 21.00

8270-BG100621.M Mon Nov 01 08:02:34 2021 Page: 6



Data Path :
Data File :
: 29 Oct 2021 20:44
: CG/IU

: M4392-01

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\

BGO50786.D

: 11 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Oxalic acid, isobutyl octad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21513 1074 ng 205567 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 oxalic acid, isobutyl octadecyl ... 308 C24HA604 1000309-38-3 81

1000309-38-1 81
1000406-04-8 74
1000309-38-2 74

2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
4 Oxalic acid, isobutyl heptadecyl... 384 C23H4404

5 Cyclotetradecane 196 C14H28 000295-17-0 70
Abundance Scan 3068 (21.513 min): BG050786.D\data.ms (-3063) (- | m/z 57.05 100.00%
57.0
. /\‘/\JL
L "~
5.1 .
ou"muﬂﬁup%ﬁﬂ}???ﬁ‘?ﬁ§ﬁw‘HW‘H‘_H‘_H‘_H‘_ m/z 43.05 89.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #301027: Oxalic acid, isobutyl octadecyl ester
57.0
5000 — ‘
21.50
m/z 71.05 59.35%
o ” 1250 5542970
\H\‘HH‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
T \
21.50
5000 ITI/Z 55.00 58.30%
o 125.0 1960 269.0
R mana R ARARARAEEEAE o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T ‘
57.0 21.50
m/z 69.00 50.55%
5000
50 252.0
ol L P77 360.0 648,
R A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.083 2.84 ng 78279 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 3165 (22.083 min): BG050786.D\data.ms (-3160) (- | m/z 57.00 100.00%
57.0
‘ 9.0 22100 |
1 1970 2670 :
0 ‘“WV“Mm‘Wﬂ‘ﬁ”‘H“www‘w““‘u““‘34}9“ m/z 71.00 72.52%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ‘
22.00
9.0 m/z 43.05 67.63%
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— T \
22.00
5000 m/z 85.10 52.60%
99.0
0 141.0 183.0 225.0 267.0 309.0  367.(
e T T T
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T
57.0 22.00
m/z 41.00 26.32%
. Mmj\ww
9.0
oL L1l 141018302250267.0 3380
e e e ——
m/z--> 50 100 150 200 250 300 350 22.00

8270-BG100621.M Mon Nov 01 08:02:35 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.724 2.80 ng 77152 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Pentacosane 352 (C25H52 000629-99-2 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3274 (22.724 min): BG050786.D\data.ms (-3269) (- | m/z 57.05 100.00%
ot

.0
5000

— —
9.0 22.50 23.00
0l \“U“\“‘H‘M“ ! wﬁlﬁ u ““2“1‘9"0‘ - 3?359 IR m/z 43.05 70.52%

m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0

5000

— —
22.50 23.00

m/z 71.00 69.75%

9.0
Jiso || 141016302050 2060
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

7
22.50 23.00

5000 m/z 85.00 48.08%
99.0
0 141.0 183.0 225.0 268.0
L o e I B e e LA I
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane 7 —
57.0 22.50 23.00

m/z 55.00  27.55%

- W\W“WJ\”WMWW
9.0
\H\ \h\ h‘ H‘

0 L 141018302250 2950 352
A T PP 200 2950 352
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.458 2.91 ng 80233 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3399 (23.458 min): BG050786.D\data.ms (-3393) (- | m/z 57.05 100.00%
57.0
23.50
ol L A h‘ L ‘L ! %flvlpl}wgeﬂz_ o SN m/z 71.85 67.33%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 R
23.50
m/z 43.00 62.20%
oLl I} H ] 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
23.50
5000 m/z 85.00 45.72%
99.0
0 141.0183.0225.0267.0309.0 367.0
T T T
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T
57.0 23.50
m/z 55.00  23.45%
5000
9.0
N B L B P
m/z--> 50 100 150 200 250 300 350 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Supraene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.664 53.79 ng 1668160 Perylene-di2 25.332
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 83
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
4 Squalene 410 C30H50 000111-02-4 83
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 72

Abundance Scan 3434 (23.664 min): BG050786.D\data.ms (-3425) (- | m/z 69.05 100.00%

69.0
5000
-

——
24.00

137.0 1011 ‘ 23.50
obbp il iy 1911 2731 3413 4100 ., 8100  48.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 —— —
23.50 24.00

m/z 41.00  24.55%

137.0
oP70 /| 1910 2730 3410 410/
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
== ‘

23.50 24.00

5000 m/z 68.05 13.13%
136.0
B e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra — r——
69.0 23.50 24.00

m/z 95.05 11.87%

5000
137.0
b7. ‘H “‘ “ 192.0 247.0 316.0
L H;h\ i, \M\ L I ! h =

m/z--> 50 100 150 200 250 300 350 400 23.50

o

N
24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.310 2.79 ng 86427 Perylene-di2 25.332
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Octadecane 254 C18H38 000593-45-3 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 3544 (24.310 min): BG050786.D\data.ms (-3539) (- | m/z 57.10 100.00%
57.1
99.0 r LT
“ ‘ | H‘ 155. 11909 24112810 3410 24.00 24.50
O bt phledi bl Lm0t L ST SR m/z 43,00 70.36%
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
5000 — —
24.00 24.50
9.0 m/z 71.08  69.14%
41.0
ol bl AL | 1801800 psp  aas0
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
24.00 24.50
5000 m/z 85.05 55.71%
99.0
0 141.0 183.0 225.0 2050 352
T
miz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane o 7
57.0 24.00 24.50
m/z 41.00 27.33%
. WWNAWM
99.0
Ll 11010 2540
oww‘“““”mMwH‘_m‘mw_‘”_ — e
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.531 2.13 ng 66201 Perylene-di2 25.332
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Heptacosane 380 C27H56 000593-49-7 62
3 Octacosane 394 (C28H58 000630-02-4 62
4 Pentacosane 352 C25H52 000629-99-2 62
5 Hexacosane 366 C26H54 000630-01-3 62
Abundance Scan 3922 (26.531 min): BG050786.D\data.ms (-3917) (- | m/z 57.00 100.00%
57.0
5000 /\kv\/ﬂ//\/w\/\m
T \
‘ | ‘ ‘ 1403 2080 5649 3411 26.50
S — ‘W‘”“‘ IO i S i m/z 71.85 65.47%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — :
26.50
9.0 m/z 43.10 63.65%
L[ M1018300050 2620
O\\‘\‘\“\\‘\“\“\\\‘“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
26.50
5000 m/z 85.10 36.53%
99.0
0150 141.0183.0225.0267.0309.0  380.0
T T e e
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane T ‘
57.0 26.50
m/z 69.00 26.44%
oL \\ | 141:0183.0225.0 2810 337.0 394
e P
m/z--> 50 100 150 200 250 300 350 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50786.D

Acqg On : 29 Oct 2021 20:44
Operator : CG/JU

Sample : M4392-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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|
Ethanol, 2-(2-b... 10.814 24.2 ng 360357 2 11.073 297362 20.0
Dodecanoic acid... 18.247 2.4 ng 59656 4 17.612 504838 20.0
n-Hexadecanoic ... 18.476 8.2 ng 206741 4 17.612 504838 20.0
Heptadecane 20.985 2.2 ng 59449 5 21.919 550545 20.0
Oxalic acid, is... 21.513 10.7 ng 295567 5 21.919 550545 20.0
Heneicosane 22.083 2.8 ng 78279 5 21.919 550545 20.0
Nonadecane 22.724 2.8 ng 77152 5 21.919 550545 20.0
Octacosane 23.458 2.9 ng 80233 5 21.919 550545 20.0
Supraene 23.664 53.8 ng 1668160 6 25.332 620197 20.0
Tetracosane 24.310 2.8 ng 86427 6 25.332 620197 20.0
Eicosane 26.531 2.1 ng 66201 6 25.332 620197 20.0
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