LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc : SP-303-20220623

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-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54092.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.638 377 383 394 rBV 160769 274083 11.89% 1.446%
2 7.230 647 654 662 rBvV 90712 165984 7.20% 0.876%
3 8.070 791 797 805 rBV 88159 153662 6.67% 0.811%
4 9.233 987 995 1006 rBV 257162 482150 20.92%  2.544%
5 10.878 1267 1275 1283 rBV 115427 218339 9.47% 1.152%

6 13.323 1684 1691 1702 rVB 765612 1239340 53.77% 6.539%
7 14.698 1918 1925 1931 rVB 202148 330026 14.32% 1.741%
8 15.732 2087 2101 2122 rBV 534908 2184688 94.78% 11.526%
9 16.184 2171 2178 2197 rVB 716003 1163968 50.50% 6.141%
10 17.441 2386 2392 2398 rVB 288062 448295 19.45%  2.365%

11 18.129 2502 2509 2526 rBV2 348241 1164341 50.52% 6
12 18.329 2531 2543 2571 rVB 480136 1647358 71.47% 8
13 19.463 2732 2736 2739 rBV3 19159 38916 1.69% 0.205%
14 19.592 2750 2758 2782 rVB 376432 976237 42.35% 5
2

15 20.050 2829 2836 2841 rBV 1604003 2304925 100.00% 12.160%
16 20.097 2841 2844 2849 rVB 19811 27689  1.20% 146%
17 20.738 2948 2953 2962 rVB 63506 87339  3.79% 461%

18 21.354 3053 3058 3068 rBV 136934 237824 10.32%
19 21.713 3113 3119 3128 rBV2 307801 544713 23.63%
20 22.036 3169 3174 3182 rVB 164128 287980 12.49%
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21 22.794 3297 3303 3310 rVB 245687 472367 20.49%
22 22.976 3330 3334 3343 rBV3 22391 44825 1.94%
23 23.658 3442 3450 3459 rVB 304870 705457 30.61%
24 24.651 3609 3619 3632 rBV 296346 850001 36.88%
25 24.974 3665 3674 3688 rVB2 182622 579199 25.13%
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26 25.843 3811 3822 3834 rVB2 248814 798319 34.64%
27 26.172 3873 3878 3888 rVB2 30473 91428 3.97%
28 27.248 4051 4061 4077 rVB2 154605 574203 24.91%
29 28.946 4338 4350 4368 rVB2 87594 419983 18.22%
30 30.074 4530 4542 4563 rBV2 81919 440668 19.12%
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Sum of corrected areas: 18954307
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc : SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054092.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

9.233

200000 5.638
7.230 8.070 10.878

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG054092.D\data.ms
1600000 20.p50

1400000
1200000
1000000
80000073.323 16.184
600000
400000

200000 14.698

e L R R o o

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: BG054092.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 23.658 24.651

25.843

27.248

200000 A 28.946 30.074
A

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc : SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.732 132.40 ng 2184690  Acenaphthene-d10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Nonanoic acid 158 C9H1802 000112-05-0 18
Abundance Scan 2101 (15.732 min): BG054092.D\data.ms (-2087) (- | m/z 73.10 100.00%
43.0 731
5000
129.1 213.1
— —
‘ ‘ H‘ 157'1‘18‘5'1 256.1 15.50 16.00
oWw‘_w‘W ”m”mhw ‘H“_‘H_Hu\mw‘ww‘_ m/z 43.05  95.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 T
15.50 16.00
97.0 157015502130 2560 m/z 60.10 93.42%
O \H‘HH“}‘HH!H \H‘H‘H\‘Hwh““\\”‘M\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 73.0
— —
15.50 16.00
5000 129.0 m/z 55.10 78.57%
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 —
43.0 73.0 15.50 16.00
' m/z 57.10 78.35%
5000
129.0
‘ ‘ 171.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc : SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 2 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.129 51.95 ng 1164340  Phenanthrene-d10 17.441
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2509 (18.129 min): BG054092.D\data.ms (-2502) (- | m/z 43.10 100.00%

43.1 73.1
5000 129.1
185.1 241.1

T

H‘ ‘ ‘ 284. 18.00 18.50

ob— ;‘\\’H I h!‘\ \‘H‘M‘ wh‘h HM\‘ A el ‘L e “ i ‘\\‘ 1 ‘h‘ : ‘L‘ m/z 73.10 89.32%
50

m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 T
1290 18.00 18.50
m/z 57.10  79.25%

‘ 1850 5410 284
— \“ \“\’\ W “H“‘ M”‘L ‘M\ Ly | - ‘\ ety “‘ e ““
miz--> 50 100 150 200 250
Abundance

43.0 73.0

T
18.00 18.50

o

5000 256.0 m/z 60.05 78.89%
129.0
213.0
171.0
oL AW Ll s L b

miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid == —
43.0 73.0 18.00 18.50

m/z 55.10  75.41%

5000 129.0
199.0 2420
L‘ H\,u\‘ |l ““M“H H\M‘L il ‘\“167\.0‘\ \ |

0 ‘ L T e o e T —
m/z--> 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\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Pentadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.329 73.49 ng 1647360  Phenanthrene-d10 17.441
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2543 (18.329 min): BG054092.D\data.ms (-2531) (- | m/z 73.10 100.00%
43.1 73.1
5000
129.1 213.1 JM/L
MR
ob— ‘1“‘, M\ “““u ”H“‘w““‘\‘“l “L‘ L‘ “‘ ““\\‘ L \‘ , ““ : m/z 43.10 93.89%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
97.0 1o 2130 2560 m/z 60.10 89.46%
ob—— “\" \!\ “H‘\‘\‘ \\h“‘\ {‘H‘\‘n} ‘\ ‘ “ “ “‘ \‘ ““\‘ , ‘\‘ ——
m/z--> 50 100 150 200 250
Abundance
73.0
43.0
= —
18.00 18.50
5000 m/z 41.10 76.33%
129.0
171.0 214.0
I SR WIS A N BN
m/iz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 57.10 75.23%
5000 129.0
‘ 199.0 2420
ol w’ il “HM\‘H \\h\‘\‘ M\‘u; “‘ ‘1§7J-Q“ ‘i N ““ - = =
m/z--> 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\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.592 35.84 ng 976237  Chrysene-di12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 2758 (19.592 min): BG054092.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 |
- m/z 73.16  90.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid

73.0

5000 . ‘
e 19.50
185.0 410 284 m/z 57.10  81.35%
ol

m/z--> 20 40 60 80 100120140160180200220240260280

%.

-

Abundance
73.0
\ \
43.0 129.0 256.0 19.50
m/z 60.10 81.19%
5000 213.0
171.0
O bttt il e b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid —— ‘
73.0 19.50
43.0 m/z 41.10 71.13%
5000
129.0
185.0 228.0
Y SRINEL R AL Y N S S —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heptadecane, 9-octyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.738 3.21 ng 87339  Chrysene-di12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

Abundance Scan 2953 (20.738 min): BG054092.D\data.ms (-2948) (- | m/z 57.10 100.00%

57.1
5000

—
20.50 21.00

211.0
e h‘ ‘M‘ M MuH_HWZ‘???WHH_M m/z 43.10 65.80%

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

5000 — e
20.50 21.00

m/z 71.10 65.61%

| ‘L‘ 1 \\  141.0183.0225.0 267.0309.0 367.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

T
20.50 21.00

o

o

5000 ITI/Z 85.10 42.63%
99.0
0 14101830 2399581 53230
R T e I I B B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 20.50 21.00

m/z 41.10  28.33%

o MWWN'\M—A‘MW

oL L | F ‘}410183022502670 323.0 380.
m_ it O AL M 2 L s e —

m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Sulfurous acid, 2-propyl tr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.354 8.73 ng 237824  Chrysene-di12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 91
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 87
4 Tritetracontane 605 C43H88 007098-21-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3058 (21.354 min): BG054092.D\data.ms (-3053) (- | m/z 57.10 100.00%
57.1

5000 85.1

5

141.1 183.1
ol LT 1831 2250 280 4300 73.11%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester

21.00 21.50
‘\ \“\ \“\ \M l‘\‘ Il

o

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0 21.00 21.50

m/z 55.10 40.05%

71.0
5000 — —
21.00 21.50
m/z 71.10 64.50%
99.0
O ’\‘\‘H“‘HH‘\W‘\‘\“\\\T‘H\]\-‘z\\?\\o‘\H\‘\\]\-\8‘2\\(\)\‘%]\-Z\O\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
— —
21.00 21.50
71.0 a
5000 m/z 85.10 45.75%
99.0
0 127.0  168.0197.0 231.0261.0
[ T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
— —

5000 85.0

%

0 L L 1501540 106.0224.0  269.0
el g 03540 196.02240 2690

“ 7
m/z--> 20 40 60 80 100120140160180200220240260280 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

SP-303-20220623

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
22.036 10.57 ng 287980  Chrysene-di12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 3174 (22.036 min): BG054092.D\data.ms (-3169) (- | m/z 57.10 100.00%
57.1
T \
‘ Iy \ 11831 239.1 22.99
ol L b} L4 150 23012819 8950 0 m/z 43.10  68.70%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — :
22.00
m/z 71.10 65.12%
ol ‘ L \\ | 141.0183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
22.00
5000 m/z 85.10 48.25%
99.0
0 141.0183.0225.0267.0309.0 365.0
s e e B AT S L
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane —
57.0 22.00
m/z 41.10 24.63%
- v\/J\/VW
41.0
JL Ll ooy s .
m/z--> 50 100 150 200 250 300 350 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc : SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.794 17.34 ng 472367  Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3303 (22.794 min): BG054092.D\data.ms (-3297) (- | m/z 57.10 100.00%
57.1
2250 23.00
141 1 183 1 . .
- J“ 9\ “ Liias9s 2391 8090 3548 . 43.10  64.17%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 S —
22.50 23.00
m/z 71.10 60.36%
oL L 1 \\ | 141.0183.0225.0 267.0 309.0 367
\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
== —
22.50 23.00
5000 m/z 85.10 46.92%
99.0
ol5.0 141.0 18302250  296.0
R e e o A B B e
m/z--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- T =
43.0 22.50 23.00
m/z 55.10 23.23%
- J\m
ol b1l 1er01690 2250 29503370
e A e e P
m/z--> 5 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Heneicosane, 11-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.658 24.36 ng 705457  Perylene-di12 24.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3450 (23.658 min): BG054092.D\data.ms (-3442) (- | m/z 57.10 100.00%

57.1
5000

T
23.50 24.00

169.1
o_m“, “wu,é‘uh‘,m“‘22‘5“2‘?59?”H_m_m m/z 43.10  65.71%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 — -
23.50 24.00

m/z 71.10 63.11%

13.
‘ u\ Ahwl‘ d { \1\690 2250 2950 3670
‘\\\\’\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0

T
23.50 24.00

o

5000 m/z 85.10 46.88%
295.0
. 113.0 4690 2950 435,
s o T L o e e IR
mlz--> 0 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- T T
57.0 23.50 24.00

m/z 55.10  24.29%

365.0

d | ‘1690 225.0 281.0

o_m\‘,"‘,HH,HMHH_M‘HH_MWH — —
miz-> 0 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.651 29.35 ng 850001 Perylene-di2 24.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 94
3 Octacosane 394 (C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3619 (24.651 min): BG054092.D\data.ms (-3609) (- | m/z 57.10 100.00%
57.1
5000
9.0 == —=
24.50 25.00
41.1183.1
ol “M " u‘u‘L | 141118312251 2809 3372 m/z 71.10  63.36%
miz--> 50 100 150 200 250 300 350
Abundance #176387: Eicosane
57.0
5000 e —
24.50 25.00
282.0 m/z 43.10 62.42%
ez,
0\‘\‘\“‘ “‘\“‘\H‘\“‘\\\‘““\“\\“\“‘\‘\‘\‘\‘\\\‘\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
24.50 25.00
5000 m/z 85.10 47 .29%
99.0
0 141.0183.0225.0267.0309.0 367.0
T T T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane _— =T
57.0 24.50 25.00
m/z 55.10 23.88%
- ﬁ—‘/\/\”
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘“““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 Octacosane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.843  27.57 ng 798319  Perylene-di2 24.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3822 (25.843 min): BG054092.D\data.ms (-3811) (- | m/z 57.10 100.00%
57.1
5000 JL
2550 26,00
141 1 1 1 . .
" ' M“ L11:18312251267.0300.1 m/z 71.10  64.43%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 = T
25.50 26.00
m/z 43.10 63.46%
0L “‘ H‘\ H | 141.0183.0225.0267.0309.0 365.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
25.50 26.00
5000 m/z 85.10 47 .84%
99.0
0 141.0183.0225.0 281.0 337.0 394.
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane = T
57.0 25.50 26.00
m/z 55.10  22.81%
oL ‘L‘ 1 M | 1410183.0225.0267.0309.0 367.0
e e — ——
m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 unknown26.172 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.172 3.16 ng 91428  Perylene-di12 24.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Adamantan-1-yloxy)-2-phenylhe... 356 C21H29N20P 1000306-58-8 27
2 1-Propene, 1,1,2,3-tetrachloro- 178 C3H2C14 010436-39-2 11
3 2-(4-Fluorophenyl)-3-oxobutaneni... 177 C1OH8FNO 000447-03-0 11
4 2-Methoxybenzoic acid, isopropyl... 194 C11H1403 000944-95-6 11
5 N-Benzylformamide 135 C8HONO 006343-54-0 11

Abundance Scan 3878 (26.172 min): BG054092.D\data.ms (-3873) (- | m/z 43.10 100.00%
3.1

43.
143.0
5000 95.0
394.:

207.9 275.1 —T— T
WM MV R
o WA e e m/z 143.00  58.81%
m/z--> 50 100 150 200 250 300 350
Abundance #265789: 1-(Adamantan-1-yloxy)-2-phenylhexahydropyrr
135.0
5000 70.0 | —
26.00 26.50
m/z 135.00 57.96%

222.0
Wl Ly 200 e
0 ‘”‘\“\‘\‘\ “\ e “‘\ \‘\ \|‘\‘\ — T \.\ T
m/z--> 50 100 150 200 250 300 350
Abundance
143.0

T
26.00 26.50

5000 83.0 m/z 95.05 46.96%
m/z--> 50 100 150 200 250 300 350
Abundance #51792: 2-(4-Fluorophenyl)-3-oxobutanenitrile —— ——
43.0 26.00 26.50

m/z 57.10 46.88%

135.0
5000
g0l | 1m0

e e . — —
miz--> 50 100 150 200 250 300 350 26.00 26.50

8270-BG061322.M Thu Jun 30 17:39:09 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 13 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27.247 19.83 ng 574203  Perylene-d12 24.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 4061 (27.248 min): BG054092.D\data.ms (-4051) (- | m/z 57.10 100.00%
7.1

5
5000

— 7
27.00 27.50

7.1
197.1
o‘Hw‘mhffuwmmwuH‘?9ﬁ?u‘uu‘uu‘u‘wu‘w‘uw‘u m/z 71.10 63.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane
57.0
5000 T ——
27.00 27.50

m/z 43.10 57.96%

11, 1279497067.0 3510 436.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

T 7
27.00 27.50

o

5000 m/z 85.10 44 ,79%
0 127:0197.0 267.0 3370 406.0
[ o T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — T
57.0 27.00 27.50

m/z 55.10  22.80%

- Aw/\ww
1 27.0

J J f/:7197.0267.0337.0407.0 491.0562.0

Ol L 1270 267 0337.0407.0 491.0562.0 R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc : SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 14 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
28.945 14.50 ng 419983  Perylene-di12 24.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 90
Abundance Scan 4350 (28.946 min): BG054092.D\data.ms (-4338) (- | m/z 57.10 100.00%
57.1
e JL
9.0 5000
29.00
41.0183.1 239.1
0l u““ Wi | [ 3401881 23912800 3549 2115 64.90%
miz--> 50 100 150 200 250 300 350
Abundance #158599: Nonadecane
57.0
5000 T
29.00
00 268.0 m/z 43.10 58.61%
1410 183.0
OL\S\J\ ‘\““‘\ “‘ \”‘\ ““ \“‘\“\ }‘ “‘\ “\ \‘\“ %2\‘5\(\)‘ T L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
29.00
5000 m/z 85.10 46.32%
113.0
183.0 2530
o N
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 29.00
m/z 55.10 22.03%
o mew/\mvww
9.0
ol 1.l 141018302250267.0300.0 367
e e e e
m/z--> 50 100 150 200 250 300 350 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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 15 .gamma.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
30.074 15.22 ng 440668  Perylene-di12 24.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 78
2 (35,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 78
3 .alpha.-Ergostenol 400 C28H480 000632-32-6 55
4 5-Cholestene-3-0l, 24-methyl- 400 C28H480 290299-12-6 50
5 .beta.-Sitosterol 414 C29H500 000083-46-5 42
Abundance Scan 4542 (30.074 min): BG054092.D\data.ms (-4530) (- | m/z 43.10 100.00%
43.1
107.0 213.1
5000
59.0 303.1
396.2
U T
256. 354.1 30.00
oL L m/z 55.10  70.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — :
414.( 30.00
2130  303.0 m/z 213.05  56.11%
0 ‘\\ | ,“‘H‘}
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
ol |
30.00
5000 91.0 145.0 382.0 m/z 57.10 54.63%
339.0
O L A o g AT L
m/z--> 50 100 150 200 250 300 350 400
Abundance #302698: .alpha.-Ergostenol T ‘
43.0 30.00
m/z 107.00  53.14%
5000 400.0
107.0
‘ H ‘ “ 1161.0 229.0273.0
P RN TV O e - B e vl
m/z--> 50 100 150 200 250 300 350 400 30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062722\
Data File : BG@54092.D

Acqg On : 27 Jun 2022 14:22

Operator : CG/JU

Sample : N3484-03

Misc : SP-303-20220623

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.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|
n-Hexadecanoic ... 15.732 132.4 ng 2184690 3 14.698 330026 20.0
Octadecanoic acid  18.129 52.0 ng 1164340 4 17.441 448295 20.0
Pentadecanoic acid 18.329 73.5 ng 1647360 4 17.441 448295 20.0
Tetradecanoic acid 19.592 35.8 ng 976237 5 21.713 544713 20.0
Heptadecane, 9-... 20.738 3.2 ng 87339 5 21.713 544713 20.0
Sulfurous acid,... 21.354 8.7 ng 237824 5 21.713 544713 20.0
Hexacosane 22.036 10.6 ng 287980 5 21.713 544713 20.0
Heneicosane 22.794 17.3 ng 472367 5 21.713 544713 20.0
Heneicosane, 11... 23.658 24.4 ng 705457 6 24.974 579199 20.0
Eicosane 24.651 29.4 ng 850001 6 24.974 579199 20.0
Octacosane, 2-m... 25.843 27.6 ng 798319 6 24.974 579199 20.0
unknown26.172 26.172 3.2 ng 91428 6 24.974 579199 20.0
Hentriacontane 27.247 19.8 ng 574203 6 24.974 579199 20.0
Nonadecane 28.945 14.5 ng 419983 6 24.974 579199 20.0
.gamma.-Sitosterol 30.074 15.2 ng 440668 6 24.974 579199 20.0
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