LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_F\Data\BF050224\
Data File : BF137819.D

Acg On : 02 May 2024 17:18
Operator : CG\JU

Sample : P2330-19

Misc :

ALS Vial : 16 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 : 0 Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA F\Methods\8270-BF043024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF137819.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 2.210 16 21 27 rvB3 28838 57450 1.60% 0.246%
2 2.428 53 58 66 rVB 181696 247443  6.88%  1.058%
3 3.704 272 275 294 rBV 22916 60918 1.69% 0.260%
4 5.681 606 611 614 rBV 2499533 2282895 63.46% 9.758%
5 6.663 773 778 781 rBV 2214732 2283935 63.49% 9.763%
6 7.057 841 845 848 rVB 939536 832670 23.15%  3.559%
7 7.616 935 940 943 rBV 1651294 1481546 41.18% 6.333%
8 8.339 1059 1063 1066 rBV 1405894 1119556 31.12%  4.785%
9 8.639 1111 1114 1123 rBV 30270 41498 1.15% 0.177%
10 9.416 1241 1246 1249 rBV 3367940 3143917 87.39% 13.438%
11 10.098 1358 1362 1366 rBV 1548072 1321053 36.72% 5.647%
12 10.186 1372 1377 1382 rVB 46363 61509 1.71% 0.263%
13 10.892 1493 1497 1500 rBV 2108648 1780397 49.49%  7.610%
14 10.986 1511 1513 1518 rVB2 41659 56925 1.58% 0.243%
15 11.598 1613 1617 1620 rBV 1415184 1222351 33.98% 5.225%
16 11.868 1652 1663 1670 rBvV 69112 127707 3.55%  0.546%
17 12.104 1699 1703 1709 rBV 503040 503555 14.00% 2.152%
18 12.357 1743 1746 1749 rVB 106437 80945 2.25% 0.346%
19 12.810 1817 1823 1825 rBV5 26525 43836  1.22% 0.187%
20 12.886 1833 1836 1850 rBV 196592 254857  7.08%  1.089%
21 12.986 1850 1853 1856 rVB 76073 59349 1.65% 0.254%
22 13.180 1882 1886 1890 rBV 3978490 3597556 100.00% 15.378%
23 13.739 1976 1981 1984 rBV2 46138 64844 1.80% 0.277%
24 14.068 2034 2037 2039 rBvV 47723 39905 1.11% 0.171%
25 14.104 2039 2043 2058 rVv4 79036 261863 7.28% 1.119%
26 14.245 2063 2067 2071 rBV 1405210 1195697 33.24% 5.111%
27 14.762 2147 2155 2164 rBv4 68761 230952 6.42% 0.987%
28 15.027 2196 2200 2204 rBv2 32471 39803 1.11% 0.170%
29 15.115 2212 2215 2218 rVB 39283 42044  1.17% 0.180%
30 15.815 2329 2334 2345 rBV 603007 801408 22.28%  3.426%
31 18.203 2727 2740 2741 rBVv8 19621 56480 1.57% 0.241%

Sum of corrected areas: 23394864

8270-BF043024 .M Sat May 04 00:54:42 2024 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050224\
Data File : BF137819.D

Acq On : 02 May 2024 17:18
Operator : CG\JU

Sample : P2330-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137819.D\data.ms

3500000

3000000

2500000 5681
6.663

2000000
7.61€
1500000
1000000 7.057

500000

22210 3.704

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF137819.D\data.ms

o

13.180
3500000 9.416

3000000

2500000
10.892
2000000

10.098
1500000 8.339 11.598

1000000
12.104

500000
12

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF137819.D\data.ms

3500000
3000000
2500000
2000000
1500000 14.245
1000000

15.815
500000

13.739 14 14.76215152715 18.203

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050224\
Data File : BF137819.D

Acq On : 02 May 2024 17:18
Operator : CG\JU

Sample : P2330-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.428 5.94 ng 247443  1,4-Dichlorobenzene-d4 7.057

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance  Scan 58 (2.428 min): BF137819.D\data.ms (-53) (-) m/z 73.10 100.00%
73.1
5000
43.0
87'1 \‘\\\\‘\\\\‘\\\\’\\\
57 1 2.20 2.40 2.60 2.80
\‘H\\‘\\H“‘\‘\‘\\|Hi‘\.“HH“\\‘H’\H\‘HH‘HH‘HH‘HH‘HH m/Z 43.05 34.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T
43.0 2.20 2.40 2.60 2.80
' 87.0 m/z 55.10 25.88%
29.0
!!‘ILIQ-O’
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 o AV P —
2.20 2.40 2.60 2.80
5000 410 55.0 m/z 87.10 24.87%
70 L
bl 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R AR
73.0 2.20 2.40 2.60 2.80
m/z 71.10 11.58%
5000 43.0
58.0
29.0 ‘ 87.0
i S e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050224\
Data File : BF137819.D

Acq On : 02 May 2024 17:18
Operator : CG\JU

Sample : P2330-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 2 Tritetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.868 2.09 ng 127707  Phenanthrene-d10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 90
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 90
Abundance Scan 1663 (11.868 min): BF137819.D\data.ms (-1652) (-} | m/z 57.10 100.00%
57.1
5000 JMJLLU
— P
‘ 1271 506 11.50 12.00
HH‘HH‘\H‘\"IHH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H m/Z 43-05 65-49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 JV, ‘ —
11.50 12.00
m/z 71.05 63.20%
‘ ‘ |17 \? 197 0 267.0337.0 46305330 604.0
HHHH‘HHHHT\HHHW\H\H\HHHHHHHH\H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #181683: Methoxyacetic acid, 2-tetradecyl ester
57.0
== ==
11.50 12.00
5000 m/z 85.10 44.24%
‘ ‘ 27.0197.0
l w"MLMu,w_m,w_ww_ww_m_mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 J/L
Abundance #347240: Tetratetracontane Pty ™
57.0 11.50 12.00
m/z 41.10 32.94%
5000
“‘HZ‘Q 197.0267.0337.0  463.0 561.0 o
e S T R T e e — P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050224\
Data File : BF137819.D

Acq On : 02 May 2024 17:18
Operator : CG\JU

Sample : P2330-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.104 8.24 ng 503555 Phenanthrene-di10 11.598
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Undecanoic acid 186 C11H2202 000112-37-8 87
Abundance Scan 1703 (12.104 min): BF137819.D\data.ms (-1699) (- m/z 73.10 100.00%
43.1 73.1
5000 129.1
11 P R, L,
‘ “ ‘ | ‘ 256.1 12.00 12.50
HW‘HAMJUuW MmJWWJJMuwHu‘m‘wuﬂwuuwh‘_Hj_‘ m/z 43.10 88.12%
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 7 1
12.00 12.50
0,
97.0 16704502130 2560 M2 60-10  83.00%
\H‘HH“}‘HH!H \HM\‘H\L\wh““\\‘”‘1‘\“\‘H‘\H\‘HH‘\‘\H‘H\‘\‘HH‘\H!‘H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92069: Tridecanoic acid
73.0
— —
43.0 12.00 12.50
5000 129.0 m/z 57.10 72.98%
171.0
‘ 214.0
RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = =
43.0 ,73.0 12.00 12.50
m/z 41.05 67.66%
5000 129.0
199.0
b e
;ﬁgk“WWkwmWMWHWMM‘_HWHMJHWH‘WHHMHWH P T
m/z--> 20 40 60 80 100120140 160180 200 220240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050224\
Data File : BF137819.D

Acq On : 02 May 2024 17:18
Operator : CG\JU

Sample : P2330-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.886 4.17 ng 254857  Phenanthrene-d10 11.598
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 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1836 (12.886 min): BF137819.D\data.ms (-1833) (- m/z 43.05 100.00%
43.0 73.0
5000 129.1 W
185.2 241.2 — —
‘ 284.% 12.50 13.00
— L ol T T m/z 73.05 98.30%
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. — S
185.0 241.0 12.50 13.00
m/z 57.05 86.22%
— \“‘ \;‘H ‘n‘u H“H‘H‘\“‘ Hh“m;‘ﬂ‘\ ‘H‘M H“‘ | L ‘L e “ - “ ‘\ ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
fal —
12.50 13.00
5000 129.0 m/z 60.00 84 .69%
‘ 199.0 2420
167.0 .
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid Py T
60.0 12.50 13.00
m/z 55.05 76.97%
5000 129.0
7.0 1710 2130 256.0
— “MH‘H h“ “H““‘ Mh\“\ Ju‘\‘ ] : “ “ “‘ \‘ “‘ - ““ — s —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050224\
Data File : BF137819.D

Acq On : 02 May 2024 17:18
Operator : CG\JU

Sample : P2330-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.104 4.38 ng 261863 Chrysene-d12 14.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Triacontyl acetate 480 C32H6402 041755-58-2 91
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 91
Abundance Scan 2043 (14.104 min): BF137819.D\data.ms (-2039) (- m/z 43.05 100.00%
43.0 83.1
5000
e e
2T2 769 248.2 14.00 14.50
—"Y R uw‘m e ‘\ e M/z 83.10 87.84%
m/z--> 50 1oo 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 e e
14.00 14.50
m/z 57.10 80.67%
it ‘ \H\ J\w \‘\ I ]781 0222.0264.0306.0 378.(
\\\\‘\ \‘\\\\‘\\\\‘\\\\\\\\’\\\\’\\\\
miz--> 50 1oo 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
T o
14.00 14.50
5000 m/z 55.10 80.56%
25.0
UL 36702100 2800
T e B
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol — —
55.0 97.0 14.00 14.50
' m/z 97.10 75.28%
5000
lsd‘ \‘\ I H\ # Lo :!'82 0224 02660
Py “““““ R P : ‘
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050224\
Data File : BF137819.D

Acq On : 02 May 2024 17:18
Operator : CG\JU

Sample : P2330-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.762 3.86 ng 230952  Chrysene-d12 14.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cyclopentadecane 210 C15H30 000295-48-7 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 1-Octadecanol 270 C18H380 000112-92-5 94
Abundance Scan 2155 (14.762 min): BF137819.D\data.ms (-2147) (- m/z 83.05 100.00%
43.0/ 83.0
25.2 — —
207.9 14.50 15.00
““MV Mkjhﬂ m W\\@““u mm%4?}‘?821“ m/z 57.05 98.78%
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol
53.0
97.0
5000 — —
14.50 15.00
m/z 43.05 91.23%
]\-g\.dﬂ ‘\“ “ ‘\ ‘\‘ \‘ T H‘ ‘1 ‘F; ‘h ‘h T %8\2 \O \22\4\0\ ‘2\66\0\ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
P e
14.50 15.00
5000 97.0 m/z 55.05 84.87%
210.0
L e o0
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol T T
439 83.0 14.50 15.00
' m/z 69.05 84.87%
5000
25.0
AL w0 200 aano
— ““ “ oy — e —
m/z--> 50 100 150 200 250 300 14.50 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050224\
Data File : BF137819.D

Acg On : 02 May 2024 17:18
Operator : CG\JU

Sample : P2330-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043024 .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]|
Butane, 2-metho... 2.428 5.9 ng 247443 1 7.057 832670 20.0
Tritetracontane 11.868 2.1 ng 127707 4 11.598 1222350 20.0
n-Hexadecanoic ... 12.104 8.2 ng 503555 4 11.598 1222350 20.0
Octadecanoic acid 12.886 4.2 ng 254857 4 11.598 1222350 20.0
1-Heptacosanol 14.104 4.4 ng 261863 5 14.245 1195700 20.0
1-Heneicosanol 14.762 3.9 ng 230952 5 14.245 1195700 20.0
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