LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acqg On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc :

ALS Vvial : 4  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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55626.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.310 337 344 352 rBV 108151 165820 5.61% 1.121%
2 5.786 417 425 434 rBV 354718 562869 19.06% 3.805%
3 7.390 691 698 712 rVB 249796 445989 15.10% 3.015%
4 8.259 836 846 852 rBV 173375 292255 9.89% 1.975%
5 9.428 1035 1045 1055 rVB 501863 888070 30.07% 6.003%

6 10.844 1281 1286 1297 rVB6 15376 43268 1.46% ©.292%
7 11.085 1320 1327 1336 rVB 238201 437240 14.80%  2.955%
8 13.506 1730 1739 1746 rVB 1240702 1956853 66.25% 13.227%
9 14.334 1877 1880 1885 rVB3 25210 36731 1.24% 0.248%
10 14.875 1966 1972 1979 rVB 379023 618737 20.95% 4.182%

11 16.355 2218 2224 2231 rBV 787506 1253267 42.43%
12 17.619 2432 2439 2447 rBV 543725 806883 27.32%
13 18.259 2539 2548 2560 rVvB2 32883 88203 2.99%
14 18.477 2580 2585 2596 rBV 293506 432278 14.63%
15 19.458 2745 2752 2761 rVB 59262 121175 4.10%
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16 19.599 2771 2776 2779 rBV6 20925 39526 1.34%
17 19.740 2795 2800 2818 rVB 403405 607098 20.55% 4.103%
18 20.204 2873 2879 2890 rBV 2189494 2953808 100.00% 19.965%
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19 20.380 2901 2909 2917 rBV2 71989 180757 6.12% 1.222%
20 20.809 2977 2982 2988 rBvV2 38451 68037 2.30% 0.460%
21 20.991 3009 3013 3018 rBvV2 22910 30836 1.04% 0.208%
22 21.209 3043 3050 3057 rBV3 63803 146552 4.96% 0.991%
23 21.520 3100 3103 3108 rBvV3 22042 33623 1.14% 0.227%
24 21.914 3164 3170 3184 rVB 551565 967905 32.77% 6.542%
25 22.102 3196 3202 3211 rBV 82421 183475 6.21% 1.240%
26 22.736 3306 3310 3317 rVB 49671 86731 2.94% 0.586%
27 23.165 3376 3383 3391 rVB3 35669 101227 3.43% 0.684%
28 23.471 3430 3435 3445 rVB 47422 101010 3.42% 0.683%
29 24.334 3577 3582 3587 rBV2 33509 64970 2.20% 0.439%
30 25.333 3741 3752 3765 rBV3 345707 1079477 36.55% 7.296%
Sum of corrected areas: 14794670
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055626.D\data.ms
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Abundance TIC: BG055626.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.3106 11.35 ng 165820 1,4-Dichlorobenzene-d4 8.259

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetone 58 C3H60 000067-64-1 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 344 (5.310 min): BG055626.D\data.ms (-337) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 \\‘\\\\‘\\\\’\\\\‘\\\\’
‘ 83.0 5.00 5.20 5.40 5.60
ol S m/z 59.00  53.41%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B BRI B R |
59.0 5.00 5.20 5.40 5.60
m/z 101.00 17.03%
15.0 101.0
‘ wl ol | 83.0 |
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RARRERS
5.00 5.20 5.40 5.60
5000 2410 m/z 58.00 15.59%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R RRARmEEERE SRR
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.56%
5000
15.0 72.0 100.0
L i
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.259 2.19 ng 88203 Phenanthrene-d10 17.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 64
2 Pentacosane 352 C25H52 000629-99-2 60
3 Hexatriacontane 507 C36H74 000630-06-8 58
4 Tetracosane 338 C24H50 000646-31-1 58
5 Hexacosane 366 C26H54 000630-01-3 53

Abundance Scan 2548 (18.259 min): BG055626.D\data.ms (-2539) (- | m/z 57.05 100.00%

57.0
5000
T

\‘ 131160 92271 18.00 18.50
“J‘wh»WMwwwwmmumH“H“H“M“w“w“w“w m/z 43.08 60.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0

5000 — S
18.00 18.50

m/z 71.00 50.41%

1111 AE20160.0225.0281.0337.0 394.0
\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262013: Pentacosane
57.0

T
18.00 18.50

o

o

5000 m/z 85.05 35.44%
113.0
o L | [[ ], 183.0239.0295.0352.0
“H“H“H“‘“‘“H“H“H“““w“u“u“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane T T
57.0 18.00 18.50

m/z 55.00  28.01%

5000
13.0
J 311 | 169.0225.0281.0337.0393.0449.0 506.(

0 ‘H‘“‘H“"w"n‘_““H““H‘,“H,“‘w““_‘ : :
miz—> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.477 10.71 ng 432278  Phenanthrene-d10 17.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 2585 (18.477 min): BG055626.D\data.ms (-2580) (- | m/z 43.00 100.00%

43.0 73.0
5000
129.0
213.1

SEhe
‘ ‘ 171.1 ‘ 256.1 18.50
0l H‘ ol w‘”“wl Lol “w“ SR m/z 73.00  99.95%

\
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0

5000 T T
129.0 18.50
213.0 m/z 60.00 92.71%
‘ H ‘ 171.0 ‘
01‘4‘0 ‘\\ ‘“ I M\ w“\‘\‘\‘\hh“\ \M il H‘w\ ‘ “‘ “‘ “‘u\‘ _- h‘ - “ ——
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
R
18.50
5000 129.0 m/z 41.00 75.26%
‘ 199.0 2420
0L— ‘\‘ w ‘H‘M h!\ ‘\HM“H Hhu\ ;‘M‘\‘u} “‘1‘5#"9 ;“ ‘i A “\ o
m/z--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid T
2
43.0 73.0 18.50
m/z 57.00 74.49%
5000 129.0
171.0
N s
0l— ‘\‘ ‘} \‘ ‘H‘d h! “H‘\“\‘H“\ {‘H\‘h} ‘\ ‘n\‘ I “‘ ‘ “ : e B
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.458 3.00 ng 121175 Phenanthrene-d10 17.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Docosane 310 C22H46 000629-97-0 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 2752 (19.458 min): BG055626.D\data.ms (-2745) (- | m/z 57.00 100.00%
57.0

5

5000
99.1 19.50
1410 .
bt M b A 24007702118 | 2830 4310 60.18%
miz--> 50 100 15 200 250 300
Abundance #141057: Octadecane
57.0
5000 R

19.50
m/z 71.05 53.47%

99.0
Ozs‘l‘o‘\ ‘\‘ LA “\‘ L1410 1830 22102540
m/z--> 50 100 150 200 250 300
Abundance #212281: Docosane
57.0
—

19.50
5000 m/z 85.05 42.34%

oL | | lu | ) 1410 1830 2250 2670 310«
A

Fif

T L B e B AR AR e
m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0 19.50
m/z 41.00 20.56%
5000
H 90 a0 268.0
0250, | | | | 1410 1830 2250 2680 S
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.740  15.05 ng 607098  Phenanthrene-di0 17.619
Hit# of 5 Tentative ID MW MolForm CAS# 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 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2800 (19.740 min): BG055626.D\data.ms (-2795) (- | m/z 43.00 100.00%
43.0 73.0
5000 129.0
1851 2412
— -
| ‘ ‘ ‘ 284.1 19.50 20.00
o) M— “ I ‘H I W “H‘Wuh‘\‘ ‘;M\ ] “‘L | Iy ‘L e ‘i - L‘ 1 ‘\‘ ‘L‘ m/z 73.00 92.11%
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — e
19.50 20.00
284.C o
185.0 241.0 ‘ m/z 60.00 85.59%
oL ‘w m‘ WMMMW‘MMMEN“\A‘ﬂh“ﬂ\‘\J‘ﬂ\ E
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
— =
43.0 129.0 256.0 19.50 20.00
5000 m/z 57.10 82.77%
213.0
H 171.0
[o) \“ \“J ‘H‘H‘ W \‘H‘\‘w‘ HM wll “\L | ‘\‘ ‘ “\‘\“ A “ o “ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — ]
43.0 73.0 19.50 20.00
m/z 55.00 78.87%
5000 129.0
ob— | H\“H‘n i “H‘H“ nh\‘\‘ M\‘u; “‘ ‘1‘61‘- ;“ ‘i N “‘ R s e
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\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.380 3.74 ng 180757  Chrysene-d12 21.914
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2909 (20.380 min): BG055626.D\data.ms (-2901) (-~ | m/z 57.10 100.00%
57.1

-

5000
1411 2070 20.00 20.50
0L M‘ LT el 2889 3581 nz 43.85  68.39%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——

20.00 20.50
m/z 71.00 63.55%

|} H | 141 0183.0225.0 281.0 337.0 394.

\\\‘x\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

o
o L
! 7
o

20.00 20.50
5000 ITI/Z 85.10 46.32%
9.0
e S e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 20.00 20.50
m/z 55.00  25.84%
5000
9.0
e B A B — —
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.209 3.03 ng 146552  Chrysene-d12 21.914
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 3050 (21.209 min): BG055626.D\data.ms (-3043) (- | m/z 57.05 100.00%
57.0
2100 2150
7.1 : :
197.1 281.0
o‘HH,‘J‘J‘Wumuu‘u”_HW‘3‘5‘““9“4‘2‘9?”Wm_m_u m/z 43.00 66.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176387: Eicosane
57.0
5000 —r ——
21.00 21.50
2820 m/z 71.85 60.20%
‘ ﬂ27 0 ‘
O‘HJ\\’\JHJ\J‘\‘\L!‘\‘\F‘\‘H\MM‘\‘\H‘\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
— —
21.00 21.50
5000 m/z 85.10 42 .89%
0 H J 1 }27-0197.0267.0337.0407.0 491.0562.0
P N e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- — —
57.0 21.00 21.50
m/z 55.00 23.65%
v W
oL 17010702670 3650
_H‘VH‘_‘H_‘H_‘H‘HH‘HH‘H‘WH‘WH‘WH‘W‘HW‘H —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50

8270-BG110922.M Wed Nov 16 13:48:36 2022 Page: 9



Data Path : Z:
Data File : BG

Acq On : 15
Operator : CG
Sample : N5
Misc

ALS vial : 4

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
055626.D

Nov 2022 17:43

/3U

562-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
22.102 3.79 ng 183475  Chrysene-d12 21.914
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Docosane 310 C22H46 000629-97-0 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 3202 (22.102 min): BG055626.D\data.ms (-3196) (- | m/z 57.00 100.00%

57.0
5000

——_
2200 2250
169.1

ol Wm WJ‘ it 3288 m/z 43.00  64.84%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0

5000 — -
22.00 22.50

m/z 71.00  59.24%

O \“\ : ‘ H‘ \“\]ﬁ“l\?\?\‘ ‘\6\9\0\ ‘ T \‘2\6\8 \0\ ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0

T
22.00 22.50
5000 m/z 85.10 42.13%

(11130 1690 2250 3100
(R D B R oS L S
miz--> 50 100 150 200 250 300 350 400

Abundance #320590: Hentriacontane T —
57.0 22.00 22.50

m/z 55.00  24.49%

M\ﬁ\\J\ “WMMMWMwJ\M”J“MWMM

0 N | 169.0 225.0  309.0 365.0 436.(
A g L S T — —

m/z--> 50 100 150 200 250 300 350 400 22.00 22.50

8270-BG110922.M Wed Nov 16 13:48:36 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Tetradecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.165 2.09 ng 101227  Chrysene-d12 21.914
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 80
2 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 72
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 72
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 3383 (23.165 min): BG055626.D\data.ms (-3376) (- | m/z 57.00 100.00%

57.0
5000

T
169.1207.0 23.00 23.50

0 \\\M‘\WNHWJ““\MNWMNV‘MH\\‘\%8}9‘??§?‘\\ m/z 43.10 61.97%
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 T ——
23.00 23.50
90 m/z 71.10 60.60%
o Ll 141018302250 26703000 366
\\\\‘\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
—
2&00 23.50
5000 ITI/Z 85.00 43.49%
9.0 155.0 197.0
ow“m“‘ ‘sw‘_‘muhH“‘HH_‘H_HWH
m/z--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo- T —
57.0 23.00 23.50

m/z 55.00  29.64%

w ﬂ&mquwmjﬁkww%ijwﬂﬁ

154\\ L \ | 19504970 2530

T —
m/z--> 50 100 150 200 250 300 350 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acq On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 10 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.471 2.09 ng 101010  Chrysene-d12 21.914
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 (C18H38 000593-45-3 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Docosane 310 C22H46 000629-97-0 87
5 Pentacosane 352 (C25H52 000629-99-2 83
Abundance Scan 3435 (23.471 min): BG055626.D\data.ms (-3430) (- | m/z 57.10 100.00%
57.1
5000 M’M
2350
41.1 '
0b u“‘ “ 1 “\uh‘ el u?ﬁ’ﬂ?‘ - ‘2‘8‘3‘0_ ‘3‘4‘0‘9‘ = m/z 43.05 60.00%
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 1
23.50
9.0 m/z 71.00 59.09%
L s zseo
O\\‘\‘\“‘\‘T‘ H‘ “ \“\“\““\‘\\\‘\\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
——
23.50
5000 m/z 85.05 45.17%
ol L) F 1 141.0183.0225.0267.0 323.0 380.
A A e e
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane T
57.0 23.50
m/z 55.00 24.147%
- M/\MN/\MMM
‘ 9.0 141.0 240.0
AR I e e A— _—
m/z--> 50 100 150 200 250 300 350 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111522\
Data File : BG@55626.D

Acqg On : 15 Nov 2022 17:43
Operator : CG/JU

Sample : N5562-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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|
2-Pentanone, 4-... 5.310 11.4 ng 165820 1 8.259 292255 20.0
Octacosane 18.259 2.2 ng 88203 4 17.619 806883 20.0
n-Hexadecanoic ... 18.477 10.7 ng 432278 4 17.619 806883 20.0
Octadecane 19.458 3.0 ng 121175 4 17.619 806883 20.0
Octadecanoic acid 19.740 15.1 ng 607098 4 17.619 806883 20.0
Hexacosane 20.380 3.7 ng 180757 5 21.914 967905 20.0
Eicosane 21.209 3.0 ng 146552 5 21.914 967905 20.0
Nonadecane 22.102 3.8 ng 183475 5 21.914 967905 20.0
Tetradecane, 1-... 23.165 2.1 ng 101227 5 21.914 967905 20.0
Heptacosane 23.471 2.1 ng 101010 5 21.914 967905 20.0
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