LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1I\BNA_F\Data\BF050124\
Data File : BF137796.D

Acg On : 01 May 2024 17:23

Operator : CG\JU

Sample : P2306-07

Misc : MW-3-20240429

ALS Vial : 15 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: BF137796.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 2.204 15 20 25 rvB2 87230 160481 2.27% 0.399%
2 2.416 51 56 63 rVB 818252 1091140 15.44% 2.715%
3 5.675 606 610 613 rBV 2662843 2236396 31.64% 5.565%
4 6.663 773 778 781 rBV 1576467 1419744 20.09%  3.533%
5 7.057 841 845 848 rBV 1348405 1094172 15.48% 2.723%
6 7.616 935 940 943 rBV 3145525 3387604 47.93% 8.430%
7 8.339 1059 1063 1066 rBV 1901870 1502330 21.25%  3.738%
8 9.416 1241 1246 1249 rBV 7218496 6599886 93.37% 16.423%
9 10.104 1359 1363 1366 rBV 2070273 1745683 24.70%  4.344%
10 10.516 1427 1433 1436 rBV 5075080 4402861 62.29% 10.956%

11 10.898 1492 1498 1501 rBV 4470516 4219226 59.69% 10.
12 11.521 1601 1604 1609 rBV 67598 72166  1.02% O
13 11.598 1613 1617 1620 rBV 2168574 1749448 24.75%  4.353%
14 12.104 1699 1703 1708 rBV 515846 490080 6.93% 1
15 12.816 1821 1824 1833 rVB 111349 135947 1.92% O

16 12.892 1834 1837 1846 rVW 230733 229004 3.24% O
17 13.192 1883 1888 1891 rBV 6899607 7068377 100.00% 17.
18 14.086 2036 2040 2047 rVB 96063 149071 2.11% 0.371%
19 14.245 2064 2067 2071 rBV 1294446 1247470 17.65% 3
20 15.821 2329 2335 2343 rBV 929497 1185022 16.77% 2

Sum of corrected areas: 40186108
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Data Path
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 01 May 2024 17:23
: CG\JU
: P2306-07

- 15

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050124\

BF137796.D

MW-3-20240429

Sample Multiplier: 1

Z:\svoasrv\HPCHEMI\BNA_F\Methods\8270-BF043024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050124\
Data File : BF137796.D

Acq On : 01 May 2024 17:23

Operator : CG\JU

Sample : P2306-07

Misc : MW-3-20240429

ALS Vial : 15 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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.416 19.94 ng 1091140 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 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 56 (2.416 min): BF137796.D\data.ms (-51) (-) m/z 73.10 100.00%
3.1
5000
43.0
87.1
R R R R
91 ‘ 2.20 2.40 2.60 2.80
O 2O W/z 43.05  36.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B L L L
43.0 2.20 2.40 2.60 2.80
' 87.0 m/z 87.10 26.57%
29.0
!%9.0
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 R S
2.20 2.40 2.60 2.80
5000 41.0 55.0 m/z 55.10 25.75%
|
bl 1129, 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy-
73.0 2.20 2.40 2.60 2.80
m/z 41.05 12.55%
5000
45.0
29.0
H“H‘:“uH“‘1‘”“”5‘9"9”“‘11H‘HH‘HH‘ﬁm_m‘uu_m RN s 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\BF050124\
Data File : BF137796.D

Acq On : 01 May 2024 17:23

Operator : CG\JU

Sample : P2306-07

Misc - MW-3-20240429

ALS Vial : 15 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 2
R.T. EstConc Area Relative to ISTD R.T.
12.104 5.60 ng 490080 Phenanthrene-di10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 52

Abundance Scan 1703 (12.104 min): BF137796.D\data.ms (-1699) (- m/z 73.10 100.00%

431 731
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—

213.2 — ——
‘ ‘1151 ‘ 185.2 ‘ 256.3 12.00 12.50
wJWuWMmmumﬂ‘_‘w_‘mhum‘m‘wu‘w“ m/z 43.10  84.05Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — ——
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157.0 185.0 m/z 60.05 78.84%

N H\ HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘H

m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260

Abundance #109281: Tetradecanoic acid
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- ——
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129.0

185.0 228.0
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\‘ lh M HM‘ ?\ 11 B s \
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%

Abundance #92068: Tridecanoic acid
73.0 12.00 12.50
43.0
m/z 41.10 64.84%
5000
129.0
‘ ‘ 171.0 2140
‘ H‘ uu‘ \\‘Hm ? [N ‘ | L — —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050124\
Data File : BF137796.D

Acq On : 01 May 2024 17:23

Operator : CG\JU

Sample : P2306-07

Misc : MW-3-20240429

ALS Vial : 15 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.
12.892 2.62 ng 229004  Phenanthrene-d10 11.598
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 94
3 Heptadecanoic acid 270 C17H3402 000506-12-7 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 1837 (12.892 min): BF137796.D\data.ms (-1834) (-} | m/z 43.10 100.00%
43.1 73.0
1851 o412 ) — —
2845 11250 13.00
- H\‘ . ”hi“ \\‘\Lh‘\ gl ‘WHM‘M bbb ‘L‘ m/z 73.05 99.37%
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. = BeaSY
185.0 241.0 12.50 13.00
m/z 60.05 83.02%
— \‘[‘ \;‘H ‘n‘u H‘H‘\“‘ M‘Mm‘\ ‘HM H“‘ | L ‘L e “ - “ ‘\ ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
e
43.0 73.0 256.0
e e
12.50 13.00
5000 m/z 57.10 81.18%
129.0
213.0
‘ H ‘ 171.0 ‘
Bl L\“ “H“whh‘\\ \“‘“‘N‘J iy “ “ “‘m‘ i - “ S
miz--> 50 100 150 200 250
Abundance #161157: Heptadecanoic acid — ——
43.0 730 12.50 13.00
m/z 55.10 77.99%
270.0
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H 1710 220
‘H‘\“Hh“‘w “M\‘m‘\ i ‘ - “ “‘ ‘ gl ‘\‘ L . “ — ‘ ; ; ‘ ;
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050124\
Data File : BF137796.D

Acq On : 01 May 2024 17:23

Operator : CG\JU

Sample : P2306-07

Misc - MW-3-20240429

ALS Vial : 15 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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.086 2.39 ng 149071  Chrysene-d12 14.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 92

Abundance Scan 2040 (14.086 min): BF137796.D\data.ms (-2036) (-] ' m/z 83.10 100.00%
83.1
43.1
5000
25.1
T \
A / “‘ LR Y P S 2“3‘?‘0‘ ‘2“8‘3‘1‘ - “35‘5" m/z 55.10 88.55%
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — :
14.00
25.0 m/z 57.10 84.76%
T \“\‘ ‘\““ T ‘\‘ \‘\“ “‘ \‘\ ‘h }67\(\)\21\0\0\ T ‘ \2\89'\0‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol
55.0
97.0
T \
14.00
5000 m/z 43.10 82.88%
9.0
50| 1|11 P80 sem00200m00 w
m/z--> 50 lOO 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 T ‘
57.0 97.0 14.00
m/z 97.05 76.13%
5000
9.0
19q) \‘\ I ‘ ‘ \H\ \ \‘\ h :!7810 222.0 264.0 308.0
Tl AT T T T T ——
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050124\
Data File : BF137796.D

Acg On : 01 May 2024 17:23

Operator : CG\JU

Sample : P2306-07

Misc : MW-3-20240429

ALS Vial : 15 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... 2.416 19.9 ng 1091140 1  7.057 1094170 20.0
n-Hexadecanoic ... 12.104 5.6 ng 490080 4 11.598 1749450 20.0
Octadecanoic acid 12.892 2.6 ng 229004 4 11.598 1749450 20.0
Behenic alcohol 14.086 2.4 ng 149071 5 14.245 1247470 20.0
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