LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acqg On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc :

ALS vial : 5 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55778.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.840 89 94 100 rBvV 42189 55435 1.05% 0.247%
2 5.285 334 340 348 rBv 54043 81068 1.54% 0.362%
3 5.767 415 422 433 rBV 282682 464085 8.79% 2.072%
4 7.383 690 697 705 rBV 176286 311354 5.90% 1.390%
5 8.235 835 842 849 rBV 130762 212472  4.02%  0.948%

6 9.410 1033 1042 1050 rBV 419506 745507 14.12%
7 11.067 1315 1324 1332 rBV 179663 332719 6.30%
8 13.487 1729 1736 1748 rVB 1133166 1765029 33.43%
9 14.862 1964 1970 1979 rVB 303092 487514  9.23%
10 15.250 2032 2036 2045 rBV2 42318 81735 1.55%
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11 16.343 2216 2222 2236 rVB 925276 1466482 27.78%
12 17.447 2403 2410 2428 rVB6 75302 345268 6.54%
13 17.600 2431 2436 2443 rVB 382677 591285 11.20%
14 18.481 2572 2586 2612 rVB 2115385 5279810 100.00% 2
15 18.863 2645 2651 2658 rvB2 87061 198592 3.76%
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16 19.316 2724 2728 2734 rVB2 35799 61477 1.16% 0.274%
17 19.580 2769 2773 2776 rBV3 118917 196007 3.71%
18 19.727 2787 2798 2816 rVB 1513836 3357410 63.59% 14.987%
19 19.862 2817 2821 2832 rVB 173590 350366 6.64% 1.564%
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20 20.191 2871 2877 2882 rVB 1645743 2178833 41.27% 9.726%
21 20.691 2957 2962 2972 rVB 213972 390396 7.39% 1.743%
22 21.108 3028 3033 3043 rVB 141390 254995 4.83% 1.138%
23 21.501 3094 3100 3114 rVB 203091 464236  8.79% 2.072%
24 21.895 3161 3167 3177 rVB2 398477 675178 12.79% 3.014%
25 22.412 3248 3255 3269 rVB 192301 468450 8.87% 2.091%
26 23.464 3429 3434 3444 rVB 167439 406732 7.70%  1.816%
27 24.698 3638 3644 3657 rVB2 139478 428888 8.12% 1.915%

28 25.297 3737 3746 3759 rVB 246629 750225 14.21%  3.349%

Sum of corrected areas: 22401548
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG055778.D\data.ms
2000000
1500000
1000000
500000 9.410
5.767 06
7.383 11.067
8.235
3.840 5.285
O' M‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055778.D\data.ms
18.481
2000000
19.72720.191
1500000
13.487
1000000 16.343
500000 21.895
19.589.862 20.69 1.501 22.412
18,8639 316" 21108
~ N
O L L L B S T L S e B B B R B B
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: BG055778.D\data.ms
2000000
1500000
1000000
500000
25.297
23.464 24.698
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
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\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown3.840 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.840 5.22 ng 55435 1,4-Dichlorobenzene-d4 8.235

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 43
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 Isopropyl Alcohol 60 C3H80 000067-63-0 40
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 2-Methoxyisopropyl cyanoacetate 157 C7H11NO3 032804-79-8 9
Abundance  Scan 94 (3.840 min): BG055778.D\data.ms (-89) (-) m/z 45.00 100.00%
45.0
5000 /t
A EREEEREE RS
610 3.60 3.80 4.00 4.20
Ol et 2 e 889 sz 43,00 17.39%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1084: Propylene Glycol
45.0
5000 L B L I LN L
3.60 3.80 4.00 4.20
m/z 43.95 5.83%
31.0
O T \‘ T \‘?‘8‘0\\ \‘\"‘\ T ‘ \‘\‘ } \‘5\3\0\\6‘].\(\)\ T ‘ \7\6\\0‘ TT 1T ‘ T
miz--> 10 20 40 50 60 70 80 90
Abundance #1091.R—0)4”21x0panedml
45.0
A REmmaE R
3.60 3.80 4.00 4.20
5000 m/z 61.00 5.43%
29.0
o O a0 530%%° 760
“‘_“‘_“‘W““““H“‘H“‘H“,H“‘H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #342: Isopropyl Alcohol R
45.0 3.60 3.80 4.00 4.20
m/z 42.00 4.06%
5000
27.0
0
S B R “‘,“‘3‘7‘9‘1“"W‘S?‘QHWHH,HHW
m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.285 7.63 ng 81068 1,4-Dichlorobenzene-d4 8.235

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Pentanol 88 C5H120 000584-02-1 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 28
Abundance Scan 340 (5.285 min): BG055778.D\data.ms (-334) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 82.9 5.00 5.20 5.40 5.60
Ol 22 L m/z 59.e0  56.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B LI LA LA BN
5.00 5.20 5.40 5.60
101.0 m/z 101.00 17.10%
AT 0 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2348: 3-Pentano
59.0
o ARRRR RS
5.00 5.20 5.40 5.60
5000 31.0 m/z 58.00 13.97%
ol 150 | f%xo A 710 870
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R RRREE R e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.32%
5000 41.0
29.
‘ ‘ 87.0
ST T A 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Dodecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.250 3.35 ng 81735  Acenaphthene-d1e 14.862
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 Nonanoic acid 158 C9H1802 000112-05-0 49
3 n-Decanoic acid 172 C10H2002 000334-48-5 41
4 Cyclopropylacetic acid, TMS 172 C8H1602Si 1000500-30-9 11
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 10
Abundance Scan 2036 (15.250 min): BG055778.D\data.ms (-2032) (- | m/z 60.00 100.00%
60.0
5000 W\M
129.0
85.0 157.1 _— —
200.1 227 1 15.00 15.50
0! m/z 73.00 92.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75716: Dodecanoic acid
60.0
5000 — ——
650 129.0 1570 15.00 15.50
29.0 ' m/z 43.00 76.79%
i
O H\‘\‘\H“‘HH\“ \‘}\‘\‘H!‘}\}‘h“\\‘h\‘H‘H‘i‘\H\’\\‘\\‘\\Hl\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35300: Nonanoic acid
60.0
— —
15.00 15.50
5000 m/z 55.00 60.87%
115.0
29. o 87 0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46965: n-Decanoic acid T —
60.0 15.00 15.50
m/z 41.00  58.54%
5000 129.0
29.0 87.0
1 I I -
OH\‘\M\“HH\ “1M‘!H“‘,‘H‘l“H‘H“‘m,‘m‘uu‘uwmwu — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Hexadecanamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.447 11.68 ng 345268 Phenanthrene-di0 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 86
3 Decanamide- 171 C10H21NO 002319-29-1 72
4 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 64
5 Nonanamide 157 C9H19NO 001120-07-6 58
Abundance Scan 2410 (17.447 min): BG055778.D\data.ms (-2403) (- 59.00 100.00%
59.0
- /\—k
128.0 240.2 . 17. 50
ob— H‘ S M Wl 44.56%
m/z--> 100 150 200 250
Abundance #142060: Hexadecanamide
59.0
5000
17 50

m/z 43.05 26.40%

T T \ \ ‘ T T T T T T T T ‘ T \ T T ‘ \ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #108042: Tetradecanamide
59.0
—
17.50
5000 ITI/Z 41.00 22.75%
29-°H 1280 1840
ol LIl | gs0f?0 1840 22r0
m/z--> 50 100 150 200 250
Abundance #46293: Decanamide- T
59.0 17.50
m/z 57.05 18.63%
5000
29.0 128.0 171.0
8 Mo i
m/z--> 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.481 178.59 ng 5279810  Phenanthrene-d10 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 2586 (18.481 min): BG055778.D\data.ms (-2572) (- | m/z 43.05 100.00%
3.0

5000
129.1
83.0 213.1
—
I to50
ob— b L L b L 815 s 73,00 97.75%
0

miz--> 5 100 150 200 250 300

Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T
18.50
‘# 1710 2130 256.0 m/z 60.00 95.55%
ob— i“‘ “Huﬁh“\();\u‘\‘w A : “‘ “ “‘ \‘ ““ - “\‘ —
0

B

%

%

m/z--> 5 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
—
18.50
5000 129.0 ITI/Z 57.05 79.85%
29. 171.0
m ‘ ‘ 214.0
0 — ‘\‘ \‘H‘w‘ﬂ‘”“\ }‘\H‘h} “ ‘m“ L “‘ ‘ “‘ T
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid —
73.0 18.50
m/z 55.00 79.66%
5000 129.0
29.
199.0 2420
ok “\‘ “HM\‘H \\h“‘\ M\‘u} “‘ ]‘-6‘3;‘0;“ L — “\‘ —— e
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.863 6.72 ng 198592  Phenanthrene-die 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 87
Abundance Scan 2651 (18.863 min): BG055778.D\data.ms (-2645) (- | m/z 57.00 100.00%
57.0
5000 L
9.0 1850 19.00
169.1 : :
ol u“ by, 1821 29922800 m/z 43.10  62.69%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — =
18.50 19.00
m/z 71.05 53.50%
o] \\ 114101830 2370281 03230
\\‘\\\‘\\\\‘\\\\‘\\\\\\Y\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— =
18.50 19.00
5000 m/z 85.10 40.11%
9.0
oL | 1] 141.0183.0225.0 281.0 337.0 394.
A o o B S L
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane o T
57.0 18.50 19.00
m/z 55.00  25.74%
5000
9.0
A A A e — —
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Linoelaidic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.580 6.63 ng 196007  Phenanthrene-di10 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Linoelaidic acid 280 C18H3202 000506-21-8 95
2 9,12-Octadecadienoic acid (Z,z)- 280 (C18H3202 000060-33-3 94
3 10E,12Z-0Octadecadienoic acid 280 (C18H3202 002420-56-6 93
4 Methyl 9,12-heptadecadienoate 280 C18H3202 1000336-36-2 93
5 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 91
Abundance Scan 2773 (19.580 min): BG055778.D\data.ms (-2769) (-~ m/z 55.00 100.00%
5000 JM
1950 |
241.2 :
0! \\‘h‘h :”lﬁh \hu \h ol \8\\5 %‘ N “‘\ ‘ ‘2‘8? ‘l‘ S ‘35“5‘ m/Z 67.00 99.00%
miz-> 150 200 250 300 350
Abundance #173566: Linoelaidic acid
5000 —— ‘
19.50
09.0 m/z 81.80 82.62%
h 280.0
O' ‘ ‘H \“h\“h\ m \‘ T ]\.9\!5‘0\ LI ‘ T 1 T L T
m/z--> 100 150 200 250 300 350
Abundance #173582. 9,12-Octadecadienoic acid (Z,2)-
67.0
— T \
19.50
5000 ITI/Z 41.00 76.63%
29. 09.0
280.0
0L “ W \\ ““‘\Hhum m.‘ —r 2‘2‘2‘0‘ - ! R
m/z--> 50 100 150 200 250 300 350
Abundance #173577: 10E,12Z-Octadecadienoic acid — :
67.0 19.50
m/z 95.05 53.30%
5000
09.0
29. ‘ 280.0
ol L‘\HMWL\M “\ L1900 19502370 | o
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.727 113.56 ng 3357410  Phenanthrene-d10 17.600
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2798 (19.727 min): BG055778.D\data.ms (-2787) (-~ m/z 43.05 100.00%

43.
5000
129.0
185.1 241.2
n‘hh )
100

— —
‘ ‘ 284.1 19.50 20.00
| \ . L \ A

o b b L 38 s 73.00 85.69%

m/z--> 150 200 250 300
Abundance #179089 Octadecanoic acid
I H‘
100

5000 129.0 U U
19.50 20.00

m/z 60.00  83.00%

185.0 541 284.0
O' ““ m ‘ \ \ \‘\ T T ‘\ \L ‘ T \“\ ‘ T
miz--> 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0

T
19.50 20.00

5000 129.0 m/z 57.05 81.44%
29.
199.0 242.0
0L L‘ Ly \\h”\ \\‘\ ul “‘ ‘ ‘ ;“ L — “\ R
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid — —
73.0 19.50 20.00

m/z 55.00 75.77%

5000
129.0
29. 185.0 228.0
“ HH‘ hH HL i} ‘ ! ‘\ L ‘\

0Lt . — =
miz--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54

Operator : CG/JU

Sample : N5741-01

Misc

ALS vial : 5

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Eicosane Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T.
19.862 10.38 ng 350366 Chrysene-di12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2821 (19.862 min): BG055778.D\data.ms (-2817) (- | m/z 57.00 100.00%
57.0
5000 WNFJ/A\J\‘
1950  20.00
l4l O : .
ol “‘ L 29722391 29513409 m/z 43.00 67.19%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — B
19.50 20.00
m/z 71.10 60.74%
9.0
0 \‘ ‘ H\ I M‘ | 141 0183 0225.0 282.0
\\\‘ \\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
19.50 20.00
5000 m/z 85.10 44 .11%
ol h‘ I H | 141 0183.0225.0 281.0 337.0 394.
el e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane — —
57.0 19.50 20.00
m/z 41.00 23.59%
5000 #/WJ]\\J\N
9.0
ol \ L % 1141.0183.0225.0267.0 323.0 380.0
A T e — —
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\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.691 11.56 ng 390396  Chrysene-di12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Pentadecane, 8,8-diheptyl- 408 C29H60 055268-72-9 91
5 3,5-Dimethyldodecane 198 C14H3e 107770-99-0 90

Abundance Scan 2962 (20.691 min): BG055778.D\data.ms (-2957) (- | m/z 57.00 100.00%

57.0
5000

i
99.0 20.50 21.00

1411
oL L | j 18T 1971 25332051 3550 .. 4300  66.52%

m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0

5000 T —
85.0 20.50 21.00

m/z 71.05 56.78%

o kL1000 2502680
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0

ZOEO 2150
5000 m/z 85.10 43.89%
99.0
ol ‘\ A, \\ / “\‘4“1‘9‘ 1830 ‘2‘3?‘0‘2‘8‘1‘0 3230 JL
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- T T
57.0 20.50 21.00

m/z 55.00 25.41%

o LAML/\A
I

L \\ | 1410 2100 530 3090 g,

oL T S S 4 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\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 1,4-Benzenedicarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.1e08 7.55 ng 254995  Chrysene-di12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 83
2 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 50
3 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 50
4 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 43
5 Terephthalic acid, 4-chloro-3-me... 402 C23H27C104 1000323-70-4 38
Abundance Scan 3033 (21.108 min): BG055778.D\data.ms (-3028) (- | m/z 70.00 100.00%
70.0 149.0 261.1
5000
S —
‘ ‘ ‘ 2100 21.00 21.50
ol L LG 2100 | L3849 7 j61.10  88.39%
m/z--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0
5000 67.0 L T
21.00 21.50
m/z 149.00 83.65%
02\9‘\% L\“ T \‘ T } i \2‘07\9\ ™ “\ L 3\0‘4\(\) T \3‘6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #193833: Terephthalic acid, monochloride, octyl ester
261.0
1490 T T T T T T
21.00 21.50
5000 70.0 ITI/Z 57.05 47 .58%
o2l L poso |
m/z--> 50 100 150 200 250 300 350
Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester e ——
70.0 261.0 21.00 21.50
1120 m/z 167.00  44.76%
5000
167.0
LW L N OO OO | B
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.501 13.75 ng 464236  Chrysene-d12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91
Abundance Scan 3100 (21.501 min): BG055778.D\data.ms (-3094) (- | m/z 57.00 100.00%
57.0
9.1 T |
21.50
1410 211.2
ob— “M o ” Lt 25122521 295.0837. 1 nyy 43,00 65.24%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 ——
21.50
m/z 71.05 61.03%
| | ‘ | $41-018302050 2820
O\\“\‘\““\M\“\h‘\“\\““‘\“\\‘\‘\\\\‘\\\‘\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
T I
21.50
5000 m/z 85.10 43.28%
9.0
0154 1L L HH\ \“\ h‘ H‘ 141 0 1830225 0 296 0
=l e e
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- 1
57.0 21.50
m/z 55.00 25.84%
o \/\Mlh
9.0
ol Ll M40 21009550 3090 g5 -
m/z--> 50 100 150 200 250 300 350 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\

BGO55778.D
: 25 Nov 2022 12:54
: CG/JU
: N5741-01
: 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Hexacosane Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
22.412 13.88 ng 468450  Chrysene-d12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 3255 (22.412 min): BG055778.D\data.ms (-3248) (- | m/z 57.05 100.00%
57.0
2000 me\M&ww,]\\waﬁkwwd
——
‘ ] 169.1 225.2 281.0 22:50
ob—d H‘u L ‘M i geoe 2010 3009 4151 m/z 43.00  63.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 T
22.50
m/z 71.00 60.35%
O ‘ \L\ uh\ h\ h‘ u\ i 17699 2250 2950 3670
\\\’\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
——
22.50
5000 m/z 85.10 45 .,95%
o L1150 1690 2250 amso 3o
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane —
57.0 22.50
m/z 55.00 24.54%
w M/\mj\\/vdw
1
oLl Mh “]1“‘1690 225.0 281.0 380.0
e B B e —
m/z--> 50 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.464 12.05 ng 406732  Chrysene-d12 21.895
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3434 (23.464 min): BG055778.D\data.ms (-3429) (- | m/z 57.00 100.00%
57.0
5000 NMW«MWNJ/\kmAN¢WﬁA~¢
2350
41.1183.1 :
ol “u | d“u“‘ ! %‘ roABia 2832 3092 8691 .., 43.e0  62.14%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 1
23.50
m/z 71.00 61.46%
ol ‘ || ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\Y\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
——
23.50
5000 m/z 85.10 42 .46%
9.0
0 [i] )14 1410183.02250267.0  338.0
A A T e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ——
57.0 23.50
m/z 55.00  26.19%
- WAJ\A\/\/M\(
9.0
oLy “ “‘\ | | 141:0183.0225.0267.0309.0 365.0
“““““““““‘““““““““““ —
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\BG112522\
Data File : BG@55778.D

Acq On : 25 Nov 2022 12:54

Operator : CG/JU

Sample : N5741-01

Misc

ALS vial : 5

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 16 Pentacosane Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
24.698 11.43 ng 428888  Perylene-d12 25.297
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 4-Methylheneicosane 310 C22H46 025117-29-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3644 (24.698 min): BG055778.D\data.ms (-3638) (- | m/z 57.00 100.00%

57.0
5000

—
‘ 13 1 24.50 25.00

160.1
0“u“ew“MJ‘ 01 . 2532 30933560 4290 /7 71.10

m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0

5000 — —
24.50 25.00
m/z 43.00 60.547%
0 | “\ ‘h \ h u‘ L] \9 \0 L 2\25 0 281.0 352.0
\\\‘ \\‘\\\’\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
e e
24.50 25.00
5000 m/z 85.10 43.84%

. 239.0
0 “MM\MG?F’ | 2940 3520
AL P L 2940 3520
m/z--> 50 100 150 200 250 300 350 400

Abundance #212284: 4-Methylheneicosane T T
57.0 24.50 25.00
m/z 55.00  22.96%
e W
“ 13.0 267.0
ok “"ﬁ‘W“ﬂ‘\u‘q“““‘M“ e e —
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112522\
Data File : BG@55778.D

Acqg On : 25 Nov 2022 12:54
Operator : CG/JU

Sample : N5741-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
unknown3. 840 3.840 5.2 ng 55435 1 8.235 212472 20.0
2-Pentanone, 4-... 5.285 7.6 ng 81068 1 8.235 212472 20.0
Dodecanoic acid 15.250 3.4 ng 81735 3 14.862 487514 20.0
Hexadecanamide 17.447 11.7 ng 345268 4 17.600 591285 20.0
n-Hexadecanoic ... 18.481 178.6 ng 5279810 4 17.600 591285 20.0
Heptadecane, 9-... 18.863 6.7 ng 198592 4 17.600 591285 20.0
Linoelaidic acid 19.580 6.6 ng 196007 4 17.600 591285 20.0
Octadecanoic acid 19.727 113.6 ng 3357410 4 17.600 591285 20.0
Eicosane 19.862 10.4 ng 350366 5 21.895 675178 20.0
Octadecane, 2-m... 20.691 11.6 ng 390396 5 21.895 675178 20.0
1,4-Benzenedica... 21.108 7.5 ng 254995 5 21.895 675178 20.0
Heneicosane 21.501 13.8 ng 464236 5 21.895 675178 20.0
Hexacosane 22.412 13.9 ng 468450 5 21.895 675178 20.0
Heptacosane 23.464 12.1 ng 406732 5 21.895 675178 20.0
Pentacosane 24.698 11.4 ng 428888 6 25.297 750225 20.0
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