LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acqg On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

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_ F\Methods\8270-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137205.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.169 106 14 21 rVB2 13400 18001 1.21% ©.153%
2 5.016 490 498 506 rBV 132975 171199 11.48% 1.455%
3 5.422 563 567 576 rBV 1334428 1253425 84.06% 10.652%
4 6.422 732 737 754 rBV 1276105 1260316 84.52% 10.711%
5 6.793 796 800 809 rBV 344779 303036 20.32% 2.575%

.351 890 895 905 rBV 851955 807162 54.13% 6.860%
.069 1013 1017 1029 rBV 426083 398292 26.71% 3.385%
.145 1196 1200 1203 rBV 1820617 1491120 100.00% 12.672%
.822 1311 1315 1326 rVB 548197 441586 29.61%  3.753%
10 10.610 1446 1449 1460 rBV 953735 904899 60.69% 7.690%

11 11.198 1533 1549 1551 rBV3 13146 33054 2.22% @
12 11.316 1565 1569 1577 rBV 450710 435634 29.22% 3
13 11.857 1658 1661 1675 rBV2 114942 183117 12.28% 1.556%
14 12.527 1771 1775 1779 rBV 25064 24183 1.62% ©
15 12.610 1779 1789 1792 rBV3 51000 119433 8.01% 1

16 12.651 1792 1796 1805 rVB3 78611 139263 9.34% 1.184%
17 12.757 1811 1814 1819 rVB 28445 27789 1.86% ©0.236%
18 12.916 1836 1841 1844 rBV 1507839 1387670 93.06% 11.793%
19 13.016 1849 1858 1868 rVB 332180 668260 44.82% 5.679%
20 13.427 1920 1928 1933 rBV 62722 111990  7.51%

[
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N
R

21 13.545 1943 1948 1956 rVB6 9762 23734  1.59%
22 13.833 1991 1997 2005 rBV 72991 116176  7.79%
23 13.969 2016 2020 2027 rBV 380067 395288 26.51%

OFr WOoOoe
w
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24 14.039 2027 2032 2044 rVB 78448 138212 9.27% 175%
25 14.151 2048 2051 2054 rBV 18751 17329 1.16% 147%
26 14.463 2101 2104 2109 rBV 24749 27164 1.82% 0.231%
27 14.551 2115 2119 2126 rVB 76170 108214 7.26% ©.920%
28 14.751 2149 2153 2155 rBv4 17323 21883 1.47% ©.186%
29 14.774 2155 2157 2162 rVB2 26655 25834 1.73% 0.220%
30 15.074 2203 2208 2213 rBV 52547 87061 5.84% ©.740%
31 15.121 2213 2216 2220 rVB2 21713 26273 1.76% ©.223%
32 15.445 2266 2271 2279 rBV 299258 416150 27.91%  3.537%
33 15.521 2281 2284 2294 rVBS5 13214 22340 1.50% 0.190%
34 15.668 2303 2309 2314 rBV2 36637 64108 4.30% 0.545%
35 16.345 2418 2424 2435 rVB5 16671 46399 3.11% ©.394%
36 17.139 2550 2559 2566 rBv4 18647 51396 3.45% 0.437%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acqg On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

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_ F\Methods\8270-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 11766990
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 31 Jan 2024 12:36
: CG\JU
. P1276-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
BF137205.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF137205.D\data.ms
1500000
5.422 6.422
1000000
7.351
500000
6.793
5.016
01169
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF137205.D\data.ms
9.145
12.916
1500000
1000000 10.610
9.822
500000 8.069 11.316
113.016
11.857
SR | Y DU SO cE U S0
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: BF137205.D\data.ms
1500000
1000000
500000 13.969
15.445
342%45 505 D851 1476 mrn 189141 s gm668 16.345 17.139
o T ‘ T T T T ‘ T T T T ‘ T T \-/\\HT T T T T ‘ T T T T ‘ T T T \J T T ‘ T T T T ‘ T T ‘ T T ‘ T
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\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.016 11.30 ng 171199 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 498 (5.016 min): BF137205.D\data.ms (-490) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
83.0 ‘ 4.60 4.80 5.00 5.20 5.40
e et PR R m/z 59.16 59.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L B R
59.0 4.60 4.80 5.00 5.20 5.40
150 010 m/z 101.00 17.44%
. 101.
31.0
\\\‘\\‘\\‘\\\w“‘\\\\“H{\\‘\\}\‘\\\\‘\\\\?%\'9\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.61%
43.0 101.0
83.0
Lo SR meme
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime AR RaEERE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.53%
5000
101.0
150 310 | %80 200 860
R ma S e R e R ARARARRA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.857 8.41 ng 183117 Phenanthrene-di0 11.316
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 83
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1661 (11.857 min): BF137205.D\data.ms (-1658) (- m/z 73.05 100.00%
43.0 730
5000
129.1
oo —
101.1 157.1185.1213:2 256.1 11.50 12.00
m/z 60.00 90.42%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R —7
11.50 12.00
157.01g5 2130 256.0 m/z 43.05 85.05%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
- ——
11.50 12.00
5000 m/z 57.05 79.09%
129.0
‘ ‘ 171.0 214.0
?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid =y —
43.0 ,73.0 11.50 12.00
m/z 55.00 72.68%
5000 129.0
199.0
s ) e T
%ﬁ?k“JﬂNWwW:mWWMMMWHJMJHJHWH‘WHHM‘HM = —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 3 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.610 5.48 ng 119433 Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tritetracontane 605 C43H88 007098-21-7 80

Abundance Scan 1789 (12.610 min): BF137205.D\data.ms (-1779) (- m/z 57.10 100.00%

57.1
5000
T \ \

T
12.50 13.00

1 7.1
_‘Hfh$£fm‘HH‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H m/z 43.10 67.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 — ——
12.50 13.00

m/z 71.85 57.42%
L1 E27-0197.0 281.0 3940

‘H‘H’HH HH‘\‘\H‘\\H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

.

Abundance #123959: Heptadecane
57.0
12.50 13.00
5000 m/z 85.05 50.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane wheugeny T T
57.0 12.50 13.00
m/z 41.05 25.24%
5000

|11, £27-0197.0267.0 337. 04070 49105620

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50 13.00

é.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.651 7.05 ng 139263  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 47

Abundance Scan 1796 (12.651 min): BF137205.D\data.ms (-1792) (- m/z 73.05 100.00%
73

.0
41.0
5000 129.1
185.1 241.2

T
‘ ‘ ‘ 2841 12.50 13.00
‘ h\\‘ Il H‘HM‘\‘\““‘ ;\n‘\‘\u‘\ i L L \‘ NI A “\‘ m/z 60.00 89.01%

m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
5000 T T
1290 12.50 13.00
' 284.C m/z 41.05 75.23%
‘ ‘ ‘ 185.0 241.0
1?9 ‘\r ‘;“‘H‘u[ “H‘H“ u‘h‘h ‘M\‘H\ . - L \‘ - “ I un
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T -
12.50 13.00
5000 129.0 m/z 43.10 66.48%
‘ 199.0 2420
_ W‘H‘n “HM\‘H \\h\‘\‘ M‘u‘\ “‘ ‘1‘61‘-9“ ‘i N ““ R
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid T ——
43.0 73.0 12.50 13.00
m/z 55.10 66.27%
5000 256.0
129.0
213.0
g 7
“ M 1l ‘H‘u‘ Hh“w “H‘\ Tl ‘ ‘ ‘ I ‘

T ‘
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\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 1,3-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.016 33.81 ng 668260  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 80
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 58
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 49
4 Isophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 47
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 47
Abundance Scan 1858 (13.016 min): BF137205.D\data.ms (-1849) (- m/z 70.10 100.00%
70.1
149.0 261.1
5000
h h 1112, | |189.1 \ 1300
ALl | dasea L L h/z 261.15  61.28%
m/z--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000
1300
m/z 149.00 60.92%
L T } \‘\ =T ‘ \(\)\ T ‘ \ T ‘3\0‘4\0\ T \3‘6\]-\0\
miz--> 100 150 200 250 300 350
Abundance #295782. 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 :
1300
5000 m/z 112.10 44 ,58%
67.0
261.0
29.
ﬁﬂ [y ‘ ||| 2050 | | 3350
R T ““““““‘ chop T
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester e ‘
261.0 13.00
m/z 57.05 42.97%
5000 70.0
149.0
219.0
200 | nop
m/z--> 50 100 150 200 250 300 350 1300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Octacosane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.427 5.67 ng 111990  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1928 (13.427 min): BF137205.D\data.ms (-1920) (- m/z 57.10 100.00%
57.1
- m
9.2 aEn
13.50
1549 2111
HwH L ‘H‘M“H i S S m/z 71.10  66.22%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 T
13.50
m/z 43.05 58.88%
A H | 141-0183.0225.0267.0300.0_ 3850
\\\\‘\\\\‘\\\\‘\!\\‘\\\1‘\\\\ \\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
——
13.50
5000 ITI/Z 85.05 48.26%
\“ o F ‘1‘4101830 268.0
e A e e
m/z--> 50 100 150 200 250 300 350
Abundance #168307: 2-Bromotetradecane “/\?AW“f”‘ "
57.0 13.50
m/z 41.00 22.74%
5000
9.0
410 1970
50 /1y 1
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Octacosyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.833 5.88 ng 116176  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91
3 Butyl docosyl ether 382 C26H540 1000406-40-8 91
4 Butyl hexacosyl ether 438 C30H620 1000406-41-0 91
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 87
Abundance Scan 1997 (13.833 min): BF137205.D\data.ms (-1991) (- m/z 57.10 100.00%
57.1
111.1 o e
13.50 14.00
208.9 2811
‘mw“ L, m/z 43.10  86.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000 — —
111.0 13.50 14.00
m/z 55.05 64.32%
1] ‘ ‘ 1167.02220278.0  364.0 437.0488.
\\f‘\\\\‘\\\\\1\\‘!\\\[\\1\\1\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336876: Eicosyl heptafluorobutyrate
57.0
— ——
13.50 14.00
5000 111.0 m/z 83.05 57.43%
169.0
| \‘ \ ‘ \ } h\ \| n‘ 224 0 28?0 47.60
e ““ A o e I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #289622: Butyl docosyl ether — —
57.0 13.50 14.00
m/z 71.05 52.58%
5000
111.0
LU asr0 2200 3080
“‘_“‘_“‘““““_“‘_“‘_“‘_“‘_““ 7 e
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.039 6.99 ng 138212  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
Abundance Scan 2032 (14.039 min): BF137205.D\data.ms (-2027) (- m/z 57.05 100.00%
57.0
14.00 |
1412 .
- m‘w L M h‘ iy 1822 2391 2820 ... 7105  60.08%
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 e~ :
14.00
m/z 43.05 56.49%
99.
\\\\‘\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
T \
14.00
5000 m/z 85.10 44 ,33%
99.0
LU 1410 1830 2250 2670 338
“‘ “““““ e
miz--> 100 150 200 250 300
Abundance #123958: Heptadecane e ¥
57.0 14.00
m/z 55.05 25.74%
5000
99.
150 | | L)1 &43,‘?‘ B30 A0 o
m/z--> 50 100 150 200 250 300 14.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\

BF137205.D
: 31 Jan 2024 12:36
: CG\JU
: P1276-05
: 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 9 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.551 5.48 ng 108214  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2119 (14.551 min): BF137205.D\data.ms (-2115) (- m/z 57.05 100.00%
57.0
o1 14.50 |
141.1 :
183.1 .
- ‘L‘ A u“w‘“‘ Lii.i831225.2 2811 m/z 43.16  59.38%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —— ‘
14.50
9.0 m/z 71.05 57.12%
LS )] 1410183.0225.0267.0300.0 367.0
\\\‘\T\\‘\\\!‘\\\\‘Y\\\‘\\Y\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
L \
14.50
5000 m/z 85.05 46.11%
9.0
1] 14101830205.0267.03000 3650
e e I B e e R
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane =
57.0 14.50
m/z 55.10 25.12%
5000
9.0
[0 111 141.0183.0225.0 281.0 337.0 394.
i B L e R —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.074 4.18 ng 87061  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Eicosane 282 (C20H42 000112-95-8 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2208 (15.074 min): BF137205.D\data.ms (-2203) (- m/z 57.05 100.00%
57.0

5000

—

H” 2197.2267.0 1599
SR o Wiz 7110 64.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #320590: Hentriacontane
57.0

a

5000
15.00

m/z 43.05 59.20%

11 177:9197.0267.0 351.0 436.0

’HH‘\\\r‘\H‘\‘HH‘\H\‘1\\\[HH‘\H\‘HH‘HH‘HH‘\H

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0

%

15.00
5000 m/z 85.05 42.32%

J}Hﬂﬂﬁlwozmosw04wo 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #176386: Eicosane ] ‘ f ‘
57.0 15.00

m/z 55.10  25.54%

%

5000

J’ | }27.0197.0 282.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acq On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.139 2.47 ng 51396 Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Octacosane 394 (C28H58 000630-02-4 80
3 Heneicosane 296 (C21H44 000629-94-7 80
4 Eicosane 282 (C20H42 000112-95-8 76
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 72
Abundance Scan 2559 (17.139 min): BF137205.D\data.ms (-2550) (- m/z 57.00 100.00%
57.0
5000
g.l T ‘ T T ‘ T
“ ‘h H 1411 1929 278.0 17.00 17.50
S m/z 71.10  48.94%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 MWM‘ : M
17.00 17.50
9.0 m/z 43.10 48.91%
141.0
T ‘\ \L “‘\ “H‘ Y“h\ ““‘ \h‘ \“‘\ }‘ “\118\‘3\'?%2\‘5\-9‘2§7\.9\3‘0\9.\0\3\5‘2\'0\ T ‘
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
—— —
17.00 17.50
5000 ITI/Z 85.10 44 .01%
9.0
LLLL ) A4r0183.02250 2810 337.0 394
A B e R e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane Wwﬂwwﬂ m‘ ﬂMﬂMV
57.0 17.00 17.50
m/z 55.05 37.17%
5000
‘ 9.0
41.
150 |11 14 0ms0050 2080 S
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF013124\
Data File : BF137205.D

Acqg On : 31 Jan 2024 12:36
Operator : CG\JU

Sample : P1276-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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-... 5.016 11.3 ng 171199 1 6.793 303036 20.0
n-Hexadecanoic ... 11.857 8.4 ng 183117 4 11.316 435634 20.0
Octacosane 12.610 5.5 ng 119433 4 11.316 435634 20.0
Octadecanoic acid 12.651 7.0 ng 139263 5 13.969 395288 20.0
1,3-Benzenedica... 13.016 33.8 ng 668260 5 13.969 395288 20.0
Octacosane, 2-m... 13.427 5.7 ng 111990 5 13.969 395288 20.0
Octacosyl trifl... 13.833 5.9 ng 116176 5 13.969 395288 20.0
Eicosane 14.039 7.0 ng 138212 5 13.969 395288 20.0
Hexacosane 14.551 5.5 ng 108214 5 13.969 395288 20.0
Hentriacontane 15.074 4.2 ng 87061 6 15.445 416150 20.0
Pentacosane 17.139 2.5 ng 51396 6 15.445 416150 20.0
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