LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136799.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 7 12 16 rVB2 14194 18197 1.34% 0.179%
2 4,387 387 391 399 rBV 75721 87776 6.47% 0.865%
3 5.022 492 499 502 rBV 951034 1201989 88.59% 11.852%
4 5.422 563 567 582 rBV 611599 596667 43.98% 5.883%
5 6.422 733 737 753 rBV 1038242 883999 65.16% 8.716%

6 6.781 794 798 801 rBV 481798 384549 28.34%
7 7.339 888 893 896 rBV 831505 707532 52.15%
8 8.057 1010 1015 1018 rBV 610789 491462 36.22%
9 9.133 1193 1198 1201 rBV 1666874 1356733 100.00% 13.

9.816 1310 1314 1323 rBV 576210 524053 38.63%
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11  9.916 1326 1331 1338 rVB4 11587 16331 1.20%
12 10.604 1445 1448 1460 rBV 264901 240421 17.72%
13 11.304 1563 1567 1573 rBV 627701 521027 38.40%
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=
w
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14 11.839 1654 1658 1662 rBV 48012 59657  4.40% 588%
15 12.292 1732 1735 1738 rBV3 16351 16862  1.24% 166%
16 12.404 1751 1754 1756 rBV 28644 27370  2.02%  0.270%
17 12.504 1768 1771 1775 rBV5 18526 28776  2.12%  ©0.284%
18 12.539 1775 1777 1783 rVV6 14869 26728 1.97% 0.264%
19 12.621 1788 1791 1792 rBV3 19600 21475 1.58% 0.212%
20 12.751 1811 1813 1815 rBV3 24150 20003 1.47% 0.197%
21 12.774 1815 1817 1819 rBv2 29855 25978 1.91% 0.256%
22 12.904 1834 1839 1842 rBV 1439449 1305799 96.25% 12.875%
23 12.986 1850 1853 1855 rBV3 29106 33247  2.45% ©0.328%
24 13.127 1875 1877 1881 rVB2 38999 46082  3.40%  0.454%
25 13.174 1882 1885 1889 rBv4 51349 77608 5.72% 0.765%
26 13.263 1897 1900 1903 rVB2 65084 63601 4.69% 0.627%
27 13.345 1910 1914 1919 rBV5 48552 109058 8.04% 1.075%
28 13.598 1954 1957 1963 rVB4 68084 le7601 7.93% 1.061%
29 13.786 1986 1989 1991 rBvV2 93913 114893  8.47%  1.133%
30 13.963 2015 2019 2023 rVB 452358 397309 29.28%  3.918%
31 14.227 2062 2064 2071 rVB2 58741 81297 5.99% 0.802%
32 14.533 2113 2116 2121 rVB4 38037 53641 3.95% 0.529%
33 14.745 2150 2152 2155 rVB2 30947 25232 1.86% 0.249%
34 14.815 2162 2164 2170 rVB4 27023 28742  2.12%  ©0.283%
35 15.086 2207 2210 2214 rVB 24750 25843 1.90% ©.255%

36 15.439 2265 2270 2284 rVB 292719 414234 30.53% 4.084%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 10141772
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\

BF136799.D
: 28 Dec 2023 18:16
: CG\JU
: 06027-03
: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF136799.D\data.ms

6.422
5.022

7.339

5.422
6.781

157 4.387

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
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF136799.D\data.ms

9.133 12.904

8.057 11.304

9.816

916

0
Time-->

12.@}3%@‘%%

11.839
e —— e e e e e e B I — T T —

10.00 10.50 11.00 11.50

—
12.00 12.50 13.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF136799.D\data.ms

13.963

15.439

1453§&Zﬁﬁ515086

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.387 4.57 ng 87776  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
Abundance Scan 391 (4.387 min): BF136799.D\data.ms (-387) (-) m/z 83.00 100.00%
55.1 83.0
5000 43.0 981
REaas A maR R o
‘ 66.9 4.00 4.20 4.40 4.60 4.80
b et i 22 b b m/z 55.10 93.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 L R B
290 ’ 98.0 4.00 4.20 4.40 4.60 4.80
' m/z 43.00 40.36%
Ll 7.0 |
OH\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 PR A T R R T
200 43.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 36.49%
98.0
M‘\ \\‘\ 67.0 I
owwwwwm i RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- REaas A ma R
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00 31.14%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;HH,JH,HH,HH A L VE—
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.022 62.51 ng 1201990 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 499 (5.022 min): BF136799.D\data.ms (-492) (-) m/z 42.95 100.00%

3.0
59.1
5000
101.1 R e
‘ 83.1 4.60 4.80 5.00 5.20 5.40
) SR A N+ SRS N m/z 59.10  58.46%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 I | S
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 19.90%
270 ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 14.74%
byl L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate P
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.33%
5000
58.0
1§0 " ‘ 100.0
O o L e S T T
m/z--> 20 40 60 80 100 120 140 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\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.839 2.29 ng 59657  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 1658 (11.839 min): BF136799.D\data.ms (-1654) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.2 — S—
m 157.1185.2 2562 11.50 12.00
olviy ol m/z 73.00  98.39%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
11.50 12.00
157.01g5 02130  256.0 m/z 60.00 83.06%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0 A
b chy L
43.0 11.50 12.00
5000 m/z 57.05 82.60%
129.0
1710 2140
101.0 ‘ ‘
0150(ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 55.05 74.07%
5000 129.0
199.0 2420
TN e aanu
om_‘m‘i‘:w“1“‘“‘HHU‘H“N‘E‘M‘H‘HH“H‘H_‘mwhwww — e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown13.127 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.127 2.32 ng 46082  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 27
2 3-Cyclopentene-1,2-diol, cis- 100 C5H802 000694-29-1 27
3 Docosyl isobutyl ether 382 C26H540 1000406-33-1 22
4 Isobutyl tetratriacontyl ether 551 C38H780 1000406-33-7 22
5 Isobutyl octacosyl ether 467 C32H660 1000406-33-4 22

Abundance Scan 1877 (13.127 min): BF136799.D\data.ms (-1875) (- m/z 83.10 100.00%
3.1

83.
43.1]
5000
d¢121.0 168.1 229.1  289.3
T

et g D W SOV m/z 82.10  78.23%

L \‘\ \““\ |
ity
miz--> 50 100 150 200 250 300
Abundance #7536 Cyclohexane, ethyl-
83.0

5000

T
13.00 13.50

o

—
41.0 13.00 13.50
m/z 57.10 75.10%

\H\ ‘\H ’“‘\ Lh \‘ ‘ \‘\ T ‘ L ‘ L ‘ L ’ T T
miz--> 50 100 150 200 250 300
Abundance #4186: 3-Cyclopentene-1,2-diol, cis-
44.0 82.0

T
13.00 13.50

o

5000 ITI/Z 43.10 61.65%
0 WW“W“ N MwﬂmﬁJmWNMﬂV%M%Mﬂ
mlz--> 50 100 150 200 250 300
Abundance #289624: Docosyl isobutyl ether T T
57.0 13.00 13.50
m/z 55.00 53.19%
2000 Mﬂm
FIO
ol amo o zse oo
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16

Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hentriacontane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.174 3.91 ng 77608  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 83
3 Nonadecane, 2,3-dimethyl- 296 C21H44 075163-99-4 80
4 Triacontane 422 C30H62 000638-68-6 74
5 Tetratetracontane 619 C44H90 007098-22-8 72

Abundance Scan 1885 (13.174 min): BF136799.D\data.ms (-1882) (- m/z 57.10 100.00%

57.1
5000

113.1
—— —
L5
fo Al ﬂ“u‘\\'\‘u‘\“‘\‘\HH‘\‘\‘J m‘\}n. ”""“\‘\H\’\\\\’\\\\’\\\\’\ m/z 71.10 96.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320591: Hentriacontane
57.0
5000 — ——
13.00 13.50

m/z 43.10 93.68%

13.0
\\\‘\ \\‘\\\\‘\\\\’\\\\’\\f\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-

57.0
e e
13.00 13.50
5000 ITI/Z 85.10 50.59%
LT 3090 2250 s080 2510 s MW
A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194603: Nonadecane, 2,3-dimethyl- — ——
43.0 13.00 13.50
m/z 55.05 40.67%
5000 MWW
253.0
e
ol - —
m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16

Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Hexacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.263 3.20 ng 63601 Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 72
2 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 72
3 Heptadecane 240 C17H36 000629-78-7 68
4 Pentacosane 352 C25H52 000629-99-2 64
5 Heneicosane 296 C21H44 000629-94-7 58

Abundance Scan 1900 (13.263 min): BF136799.D\data.ms (-1897) (- m/z 57.10 100.00%
57.1
97.1
5000
‘ 1300 1350
169.3 : :
| bl M Ll 003102 26413081 0 7116 76.40%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —r— —
13.00 13.50
m/z 85.10 59.47%
\\\\‘ \\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #204361: Pentadecane, 7-(bromomethyl)-
57.0
—— —
13.00 13.50
5000 ITI/Z 97.10 58.58%
2250
0 w\ Hw 120?50
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T —
57.0 13.00 13.50
m/z 43.10 56.11%
5000
9.0
ols0 | | ||| 14101830 2400
“““ e e P —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Data Path :
Data File :
Acqg On : 28

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
BF136799.D

Dec 2023 18:16

Operator : CG\JU

Sample
Misc
ALS vial : 5

Quant Method
Quant Title

TIC Library

. 06027-03

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 wunknownl3.345 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.345 5.49 ng 109058  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 49
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 49
3 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 49
4 Carbonic acid, decyl tridecyl ester 384 C24H4803 1000383-16-2 49
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 38

Abundance Scan 1914 (13.345 min): BF136799.D\data.ms (-1910) (- m/z 57.10 100.00%

57.1
5000 111.1
P P
191.2
| \ h ‘ 1523~ 23032731 318.2 13.00 1350
ob— \‘\\ ‘\ Cull ] \‘\H‘ W e ‘\‘uh\“\ Ll h“w,h‘”” Lt I o ‘\‘m . m/z 43.10 81.83%
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — e
13.00 13.50
m/z 55.10 62.97%
0 H\L‘JM‘M\A M @410 1820 252.0 325.
T T T ‘ T T T T T T T T T T ‘ T T T T ‘ T T T
m/z--> 50 100 200 250 300
Abundance  #241465: Sulfurous aC|d, pentadecyl 2-propyl ester
43.0
P P
13.00 13.50
5000 85.0 m/z 71.10 62.70%
ol L. L |70 g0 200 /\W\WM
miz--> 50 100 150 200 250 300
Abundance #316440: Carbonic acid, decyl hexadecyl ester — —
57.0 13.00 13.50
m/z 85.10 51.93%
5000
i MMW
iy \
o bl il fy L 1820 | 2870 B
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1-Decanol, 2,2-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.598 5.42 ng 107601  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2,2-dimethyl- 186 C12H260 002370-15-2 59
2 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 53
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50
4 Heneicosane 296 C21H44 000629-94-7 47
5 Heptacosane 380 C27H56 000593-49-7 47
Abundance Scan 1957 (13.598 min): BF136799.D\data.ms (-1954) (- m/z 57.10 100.00%
57.1
5000
99.1 T 1
] ‘ ‘ 154.9 1971 23622733 328, 13.50 14.00
[ m— h O o it s m/z 71.10  67.69%
miz-> 50 100 150 200 250 300
Abundance #61071: 1-Decanol, 2,2-dimethyl-
57.0
5000 — :
155.0 13.50 14.00
990 m/z 85.10 64.57%
015. ‘\“N“H\“\“‘\“““\‘““““"“"“‘
miz-> 50 100 150 200 250 300
Abundance #59059: Undecane, 2,9-dimethyl-
57.0
—— ‘
13.50 14.00
5000 m/z 43.10 54.45%
b ‘ ‘99.0 155.0
o‘2‘2“J“w\‘“‘mH“HH_H‘,HH,H‘
miz--> 100 150 200 250 300
Abundance #59047: Dodecane, 3-methyl- 7 ‘
57.0 13.50 14.00
m/z 99.10 20.39%
5000
b ‘ 99.0 155.0
ol220y by L — —
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF122023.M Fri Dec 29 11:55:45 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1-Chloroeicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.786 5.78 ng 114893  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chloroeicosane 316 C20H41Cl 042217-02-7 91
2 4-Methylheneicosane 310 C22H46 025117-29-7 74
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 74
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 1989 (13.786 min): BF136799.D\data.ms (-1986) (- m/z 57.10 100.00%
57.1
5000
71 T ‘ T T ‘ T
‘ ‘ H 169.2 13.50 14.00
ol 1L “w““ A um e 23022811 3464 0 7110 62.70%
miz--> 50 100 150 200 250 300 350
Abundance #219999: 1-Chloroeicosane
57.0
5000 —r —
13.50 14.00
T 0 m/z 43.10  46.17%
316.0
ols-ci, ! F°189°245°,
miz--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane
57.0
—— —
13.50 14.00
5000 m/z 85.10 37.44%
‘ 267.0
41.0
b Lo o
m/z--> 50 lOO 150 200 250 300 350
Abundance #287348: Octadecane, 1-iodo- —— —
57.0 13.50 14.00
m/z 55.10 34.85%
5000
253.0
410
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.227 4.09 ng 81297  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 80
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 80

Abundance Scan 2064 (14.227 min): BF136799.D\data.ms (-2062) (- m/z 57.00 100.00%

57.0
5000

99.1 —— —
155.1 14.00 14.50
[o] m— ‘}‘u ‘ I ‘\\ ‘H‘ ‘ h\\ Ly \ h \ \‘1%\? % “2“3‘6‘ :\L‘ ‘?‘77‘ ?r ?]"5‘ % ITI/Z 43.05 68.87%

m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0

5000 — e
14.00 14.50

m/z 71.10 51.66%

\ T \ \ ‘ T \ T T ‘ T \ T ‘ L ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0

—
14.00 14.50

o

5000 m/z 85.10 51.07%
99.0 169.0
0L59LHWWHMJMJ l1ss0 | a480 JiMAkWJ\JV\MﬂuAWMN
m/z--> 50 100 150 200 250 300
Abundance #194595: Eicosane, 10-methyl- T T
57.0 14.00 14.50

m/z 55.10  25.43%

99.0

0 LT 1970 2390 2810
- Loy b, ) 239.0 2810

T —
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.533 2.70 ng 53641 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 64
2 Triacontane 422 C30H62 000638-68-6 59
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 59
4 Octacosane 394 (C28H58 000630-02-4 59
5 Heneicosane 296 C21H44 000629-94-7 58
Abundance Scan 2116 (14.533 min): BF136799.D\data.ms (-2113) (-} | m/z 57.10 100.00%
57.1
5000 WJtW&ﬁLquJ\W\ﬂA\JRWxN
127.1 —— ‘
‘ H 211.0 293.1 14.50
ol m/z 71.16  94.51%
miz--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 —— :
14.50
m/z 85.05 54.75%
oL+ ‘ ‘ h‘ ]1 |, 1690 225.0 309.0 365.0 436.(
\\\!‘ \\’\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
T \
14.50
5000 m/z 43.10 47 .71%
0Lt ‘h\ h\ “\ 1690 225.0 2810 3370 _ 4220 M
e b e e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #168307: 2-Bromotetradecane 7
57.0 14.50
m/z 41.10 40.00%
| 1 ]ﬁ* 0 1970
O e — —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122823\
Data File : BF136799.D

Acqg On : 28 Dec 2023 18:16
Operator : CG\JU

Sample : 06027-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
3-Penten-2-one,... 4.387 4.6 ng 87776 1 6.781 384549 20.0
2-Pentanone, 4-... 5.022 62.5 ng 1201990 1 6.781 384549 20.0
n-Hexadecanoic ... 11.839 2.3 ng 59657 4 11.304 521027 20.0
unknown13.127 13.127 2.3 ng 46082 5 13.963 397309 20.0
Hentriacontane 13.174 3.9 ng 77608 5 13.963 397309 20.0
Hexacosane 13.263 3.2 ng 63601 5 13.963 397309 20.0
unknown13.345 13.345 5.5 ng 109058 5 13.963 397309 20.0
1-Decanol, 2,2-... 13.598 5.4 ng 107601 5 13.963 397309 20.0
1-Chloroeicosane 13.786 5.8 ng 114893 5 13.963 397309 20.0
Eicosane 14.227 4.1 ng 81297 5 13.963 397309 20.0
Triacontane 14.533 2.7 ng 53641 5 13.963 397309 20.0
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