LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131054.D

Acqg On : 07 Nov 2022 21:10
Operator : CG\JU

Sample : N5415-08

Misc :

ALS Vvial : 20 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-BF110722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131054.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.199 11 19 25 rVB 550861 691538 28.12% 4.114%
2 2.305 33 37 42 rBV 34092 44603 1.81% 0.265%
3 4.504 407 411 417 rVB 62865 70204 2.86% 0.418%
4 5.128 512 517 525 rBV 428634 537655 21.87% 3.198%
5 5.522 579 584 587 rBV 2539288 2418614 98.36% 14.388%
6 6.528 749 755 758 rBV 2342303 2458851 100.00% 14.627%
7 6.898 814 818 821 rBV 659162 487298 19.82%  2.899%
8 7.469 909 915 917 rBV 1572327 1616523 65.74% 9.616%
9 8.181 1033 1036 1040 rBV 751048 674846 27.45% 4.015%
10 9.263 1215 1220 1223 rBV 2895719 2306130 93.79% 13.719%
11  9.945 1332 1336 1339 rBV 698574 607045 24.69% 3.611%
12 10.733 1466 1470 1474 rBV 1221119 1044063 42.46% 6.211%
13 10.839 1485 1488 1498 rVB3 19179 30388 1.24% 0.181%
14 11.433 1585 1589 1592 rBV 512541 438296 17.83% 2.607%
15 12.651 1793 1796 1799 rBV 61782 49478 2.01% ©0.294%
16 12.880 1830 1835 1839 rBV 65542 82745  3.37%  0.492%
17 13.027 1855 1860 1863 rBV 1928169 1659399 67.49% 9.871%
18 13.116 1869 1875 1879 rBV9 15816 42492 1.73% ©0.253%
19 13.880 2003 2005 2007 rBv2 25694 33641 1.37% 0.200%
20 13.921 2009 2012 2014 rVV3 46912 54034 2.20% 0.321%
21 13.963 2014 2019 2027 rVW5 57098 155721 6.33% 0.926%
22 14.086 2036 2040 2043 rBV 537883 516778 21.02% 3.074%
23 14.180 2053 2056 2061 rBV3 31117 41802 1.70% 0.249%
24 14.239 2063 2066 2072 rVB2 32698 52935 2.15% ©.315%
25 14.545 2115 2118 2123 rBV 67552 61641 2.51% ©.367%
26 14.939 2182 2185 2190 rVB 88847 88162 3.59% 0.524%
27 15.210 2228 2231 2235 rVB2 54755 67835 2.76% 0.404%

28 15.586 2290 2295 2303 rVB 348655 477315 19.41%  2.839%

Sum of corrected areas: 16810032
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 07 Nov 2022 21:10
: CG\JU
: N5415-08

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
BF131054.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

o

Time-->

TIC: BF131054.D\data.ms

5.522
6.528

7.469

6.898

2.199
5.128

.305 4.504

T\‘W_\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

2500000

2000000

1500000

1000000

500000

TIC: BF131054.D\data.ms
9.263

13.027

10.733

8.181 9.945

11.433

12.6512.88 @‘];@m

0
Time-->

0.839
— —T —T e e ] T
10.00 10.50 11.00

11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF131054.D\data.ms

14.086
15.586

14.93915 210

4289 14.545

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

T ‘ T
13.50

8270-BF110722.M Tue Nov 08 13:41:57 2022

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131054.D

Acq On : 07 Nov 2022 21:10
Operator : CG\JU

Sample : N5415-08

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.199 28.38 ng 691538 1,4-Dichlorobenzene-d4 6.898

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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 19 (2.199 min): BF131054.D\data.ms (-11) (-) m/z 73.10 100.00%
3.1
5000 43.1
87'1 T ‘ L ‘ L ‘ L
‘ 571 2.20 2.40 2.60
O b 2t e m/z 43.10 44.75%
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 B D B B B A B
43.0 2.20 2.40 2.60
' 87.0 m/z 55.05 30.06%
29.0
M‘ \‘\“ LQO ‘ |
O \‘HH‘\\H‘\H\‘\f\‘f“\H\‘\H\‘H\\‘HH’\H\‘HH‘HH’\H\
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 = S SESER
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.82%
27.0
Ot el 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.20 2.40 2.60
m/z 41.05 14.68%
5000 43.0
58.0
29.0 ‘ 87.0
0 wHM‘HH‘::‘me‘_mm‘ww,w_ww,w VA U\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60

8270-BF110722.M Tue Nov 08 13:41:58 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131054.D

Acq On : 07 Nov 2022 21:10
Operator : CG\JU

Sample : N5415-08

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 3-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.504 2.88 ng 70204  1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# 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-, (Z)- 98 C7H14 004914-91-4 86
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 411 (4.504 min): BF131054.D\data.ms (-407) (-) m/z 55.10 100.00%
55.1 83.0
5000 43.0
98.1
A R R
‘ 67.0 4.20 4.40 4.60 4.80
O b et e m/z 83.00  95.02%
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 L B L B B
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.05 38.13%
O\\’\H\‘H}‘M\H‘lM\\\“i‘”\‘\\6\7\.(‘)\H\“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
200 43.0 4.20 4.40 4.60 4.80
5000 m/z 39.10 30.07%
98.0
0,67'0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (Z)- EEEmma ST
55.0 4.20 4.40 4.60 4.80
83.0 m/z 98.10  29.64%
5000 41.0
0 |
oH,HHWH_H‘_m"mwH_m_m_m_m e e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131054.D

Acq On : 07 Nov 2022 21:10
Operator : CG\JU

Sample : N5415-08

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.128 22.07 ng 537655 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
Abundance Scan 517 (5.128 min): BF131054.D\data.ms (-512) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T e
‘ 83.0 4.80 5.00 5.20 5.40
ol e Sl m/z 59.18 56.63%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B B
4.80 5.00 5.20 5.40
590 m/z 101.10  16.66%
101.0
e T N H 690 830
\\‘\\\\‘\\\\‘\\\\’\111’1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R R RRRRE
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 14.38%
29.0
101.0
0""‘“‘“HH“MH,HH\,“H“HH"HH‘HH‘HH_
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-  EmmaE R T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.27%
5000
41.0
29.0 101.0
Ol bl 739 888 b
m/z--> 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131054.D

Acq On : 07 Nov 2022 21:10
Operator : CG\JU

Sample : N5415-08

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 5 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.921 2.09 ng 54034  Chrysene-di12 14.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Octacosane 394 (C28H58 000630-02-4 83

Abundance Scan 2012 (13.921 min): BF131054.D\data.ms (-2009) (- m/z 57.05 100.00%
57.0

&

5000
9.0
ol ‘*“\“ b i ‘w by B 8MLL s 43,05 62.93%
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 T
14.00
F m/z 71.10 57.10%
9.0
Ol\\r’\d\ T ‘\“ \“‘\“ \“\]‘-\4\‘]_“0\ T \2‘1\2\0\ T ‘ T T ‘ L ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
——
14.00
5000 m/Z 85.10 41.37%

“ ‘ i F | | 141.0183.0225.0 282.0

e

0 bt S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0 14.00
m/z 41.00 27.05%
- WMM
9.0
o150 || ||| 1410183.02250267.0300.0 380,
R B B B A A A e —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131054.D

Acq On : 07 Nov 2022 21:10
Operator : CG\JU

Sample : N5415-08

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 6 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.963 6.03 ng 155721  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 93
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 87
4 E-14-Hexadecenal 238 C16H300 330207-53-9 83
5 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 83
Abundance Scan 2019 (13.963 min): BF131054.D\data.ms (-2014) (- m/z 55.00 100.00%
55.0
oo M
225.2 14.00
L \H ‘H b 123.0 185.0 \ . |28t 3192 20
ob— ol | ‘m I by \}h a1 I \\mmuh‘\u ISRV m/z 43.10 88.62%
m/z--> 50 100 150 200 250 300
Abundance #155960: 1-Nonadecene
41.0
5000 T
14.00
250 m/z 57.05 80.39%
O T h\ ‘\‘ "‘\ H\ \‘H‘\ “ \ “ H\ T T T T T T T ‘2\6‘6\.()\ T ’ T T T
miz--> 50 100 150 200 250 300
Abundance #155962: Z-5-Nonadecene
55.0 97.0
——
14.00
5000 m/z 83.10 72.21%
266.0
39.0
o LALLLL 0 a0 2200 |
miz--> 50 100 150 200 250 300
Abundance #138490: E-15-Heptadecenal —
43.0 14.00
m/z 41.05 66.92%
- WW
250
ol \H | [, 1680 2100 2520
— ‘,“ Ly — ——
m/z--> 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131054.D

Acq On : 07 Nov 2022 21:10

Operator : CG\JU

Sample : N5415-08

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 7 Nonadecane Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
14.239 2.05 ng 52935  Chrysene-di12 14.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
3 Octadecane, 1-chloro- 288 C18H37Cl1 003386-33-2 64
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
5 Heptadecane 240 C17H36 000629-78-7 58

Abundance Scan 2066 (14.239 min): BF131054.D\data.ms (-2063) (- m/z 57.10 100.00%

57.1
5000

—
248.1 14.00 14.50

0178.2
ob— \‘\‘uh“ 1, A u‘ H‘ H'\ b ‘\\ Loyl uﬁﬁ?.}?‘lﬁ m/z 43.05 77 .84%
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — —
14.00 14.50

m/z 71.05 68.39%

0 [ H\ H\ H‘ il }41 Q 183.0 268.0
L ‘ T ‘ T T ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #123971: Tetradecane, 2,6,10-trimethyl-

57.0

—
14.00 14.50
5000 m/z 85.05

113.0 1550
N O O N -
miz--> 50 100 150 200 250 300

Abundance #184136: Octadecane, 1-chloro- 7 7
57.0 14.00 14.50

m/z 41.05 38.05%

o WwijwaAJLWMMWWKWWN

OL‘5-‘Q“ 4 \‘\\ | \‘\1330 175.0 2170  288.0

miz--> 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\BF110722\
Data File : BF131054.D

Acq On : 07 Nov 2022 21:10

Operator : CG\JU

Sample : N5415-08

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Octadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.545 2.39 ng 61641  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Tetracosane 338 C24H50 000646-31-1 92
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2118 (14.545 min): BF131054.D\data.ms (-2115) (- m/z 57.10 100.00%
57.1
5000 MVNAVﬂMMMAMMAMAMKMWﬂ
1450 |
41.1 188.0 2421  300.0 :
0L— ‘J“MMWJM% cuww‘”‘uW‘Muu““‘u“?QpP m/z 43.10 66.99%
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 —— |
14.50
m/z 71.10 50.50%
O T \“\ } “‘ “‘ \“‘\ ”“ \“‘ \JT\ { “()\]-\8\3\?\ T \2\5‘4\(\]\ T ‘ T T 1T ‘ T T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
T \
14.50
5000 m/z 85.05 43.34%
oL S monsozn0
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T
57.0 14.50
m/z 41.05 31.20%
9.0
A e ——
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\BF110722\
Data File : BF131054.D

Acq On : 07 Nov 2022 21:10
Operator : CG\JU

Sample : N5415-08

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 Hexadeca-2,6,10,14-tetraen-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.939 3.69 ng 88162  Perylene-d12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadeca-2,6,10,14-tetraen-1-o0l,... 290 C20H340 007614-21-3 93
2 Supraene 410 C30H50 007683-64-9 87
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
4 Glutaric acid, tridec-2-yn-1-yl ... 446 C28H4604 1000405-02-9 64
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
Abundance Scan 2185 (14.939 min): BF131054.D\data.ms (-2182) (- m/z 69.10 100.00%
69.1
5000 NL&
——
‘ \ 2130 2901 350.2 1500
ol ety ] I u“ 169.95520 2901 33923963 n/7 81.10  51.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #187038: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tet
69.0
5000 T
15.00
m/z 41.10 23.13%
O:L\\':;'\Q\ ‘T‘l““ \\MH ‘H\hm\ H‘ T T2\0‘4:\0\ T ‘2\7\2\0\‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
——
15.00
5000 m/z 95.10 15.96%
137.0
0260, | |,y | 1910 2730 3410 410
I e e e L=
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol ——
69.0 15.00
m/z 68.00 12.39%
5000
J ‘ 137.0
01260 |\l gl 1830 —
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131054.D

Acq On : 07 Nov 2022 21:10
Operator : CG\JU

Sample : N5415-08

Misc

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.210 2.84 ng 67835 Perylene-d12 15.586
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Nonadecane 268 C19H40 000629-92-5 92
3 Tricosane 324 (C23H48 000638-67-5 90
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 89
Abundance Scan 2231 (15.210 min): BF131054.D\data.ms (-2228) (- m/z 57.05 100.00%
57.0
5000
—— —
“ h Ll \\ ‘ 177.8 239.1281.1324.0 1385.1 15.00 1550
0 ““‘JW‘“WN‘M“WHW‘;uW,WMJuWu“n“““ m/z 43.05 63.22%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 —r e
15.00 15.50

m/z 71.10 56.92%

9.0
‘h L 141.0183.0225.0267.0  338.0
\\\‘ \\‘\\\\‘\!\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0

o

1500 1550
5000 ITI z 85.00 41.63%
o LA oo meo W
m/z--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane
57.0 15 00 15 50
m/z 55.10 25.41%
5000
1 \\ \1410 1970 2530 *2H
0 ““‘“NMHN“”‘MW ww‘su“,“““‘k“““‘ —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131054.D

Acqg On : 07 Nov 2022 21:10
Operator : CG\JU

Sample : N5415-08

Misc

ALS vial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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... 2.199 28.4 ng 691538 1 6.898 487298 20.0
3-Penten-2-one, ... 4.504 2.9 ng 70204 1 6.898 487298 20.0
2-Pentanone, 4-... 5.128 22.1 ng 537655 1 6.898 487298 20.0
Pentadecane 13.921 2.1 ng 54034 5 14.086 516778 20.0
1-Nonadecene 13.963 6.0 ng 155721 5 14.086 516778 20.0
Nonadecane 14.239 2.0 ng 52935 5 14.086 516778 20.0
Octadecane 14.545 2.4 ng 61641 5 14.086 516778 20.0
Hexadeca-2,6,10... 14.939 3.7 ng 88162 6 15.586 477315 20.0
Tetracosane 15.210 2.8 ng 67835 6 15.586 477315 20.0
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