LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135450.D

Acqg On : 26 Sep 2023 13:50
Operator : CG\JU

Sample : 04566-04

Misc :

ALS vial : 9 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135450.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.393 558 562 584 rBV 3589168 3596673 94.15% 12.971%
2 6.404 729 734 749 rBV 3618785 3820249 100.00% 13.777%
3 6.604 763 768 781 rBV 39356 104549 2.74% 0.377%
4 6.751 790 793 797 rBV 1160508 963315 25.22%  3.474%
5 7.316 885 889 893 rBV 2410724 2433055 63.69% 8.774%
6 8.034 1006 1011 1014 rBV 1377819 1258605 32.95% 4.539%
7 9.110 1189 1194 1197 rBV 3956165 3727090 97.56% 13.441%
8 9.234 1209 1215 1224 rVB 599478 675515 17.68%  2.436%
9 9.786 1305 1309 1313 rBV 1556223 1316687 34.47% 4.748%
10 9.998 1339 1345 1355 rBvV3 41220 73262 1.92% 0.264%
11 10.586 1440 1445 1448 rBV 2185699 2194410 57.44% 7.914%
12 10.645 1453 1455 1463 rVB 69189 80221 2.10% 0.289%
13 10.951 1502 1507 1512 rBV6 28200 45783 1.20% ©0.165%
14 11.280 1559 1563 1566 rBV 1527425 1282779 33.58% 4.626%
15 11.304 1566 1567 1570 rVV 115891 75932  1.99% 0.274%
16 11.351 1572 1575 1580 rVB2 30980 42999 1.13% 0.155%
17 11.816 1646 1654 1666 rBV2 555240 726606 19.02%  2.620%
18 12.386 1746 1751 1756 rBV7 29265 47156 1.23% ©0.170%
19 12.504 1768 1771 1774 rBV 72660 88611 2.32% 0.320%
20 12.604 1783 1788 1800 rVB 190925 293067 7.67% 1.057%
21 12.733 1807 1810 1816 rVB 50034 57108 1.49% 0.206%
22 12.874 1830 1834 1838 rBV 2596787 2467674 64.59% 8.899%
23 13.363 1912 1917 1922 rBV 79910 91411 2.39% 0.330%
24 13.651 1962 1966 1971 rBV2 44322 85355  2.23% 0.308%
25 13.869 1998 2003 2009 rBV6 43212 112393 2.94% 0.405%
26 13.939 2011 2015 2024 rVB 803331 809890 21.20% 2.921%
27 14.410 2092 2095 2098 rBV 41408 38204 1.00% 0.138%
28 14.786 2156 2159 2163 rVB 37456 40067 1.05% ©0.144%
29 15.051 2200 2204 2209 rBV 87967 153825 4.03% 0.555%
30 15.404 2259 2264 2273 rBV 808197 1026755 26.88% 3.703%

Sum of corrected areas: 27729246
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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\BF092623\

BF135450.D
: 26 Sep 2023 13:50
: CG\JU
: 04566-04
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF135450.D\data.ms
5.393

6.404

7.316

6.751

6.604

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135450.D\data.ms
9.110

10.586

9.786
8.034

9.234

9.998

12.874

11.280

11.816

L

0
Time-->

10.00 10.50 11.00

e e | ot
L T L B NN

11.50 12.00 12.50 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: BF135450.D\data.ms

13.939 15.404

1478615051

863 13.6513.869 14.410

.50 14.00

T T ‘ T T T ‘ T T ‘ T T ‘ T
13 14.50 15.00 15.50 16.00 16.50

T ‘ T T ‘ T T ‘ T T ‘ T
17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135450.D

Acqg On : 26 Sep 2023 13:50
Operator : CG\JU

Sample : 04566-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.604 2.17 ng 104549 1,4-Dichlorobenzene-d4 6.751

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
2 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 40
3 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 38
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 37
5 Methoxyacetic acid, 2-methylprop... 146 C7H1403 1000282-40-9 28
Abundance Scan 768 (6.604 min): BF135450.D\data.ms (-763) (-) m/z 45.00 100.00%
45.0
5000
721 650 6.40 6.60 6,80 7.60
Lo 100 12 59.00  30.16
Ottt e e e e e m/z 59.00 30.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘\\\A\‘\H\’\H\M\Am
6.20 6.40 6.60 6.80 7.00
2900 72.0 m/z 72.10 17.65%
O \\]‘-ﬁr\q‘H\H“HH“\‘M\‘H\\}‘\H\‘!‘\‘H‘\ﬁ\g“g\%‘(\)‘ﬁ.\c‘)\\\\‘\\\\%\3\5\’\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #5615: Ethanol, 2,2'-oxybis-
45.0
R e R RARE
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 14 .38%
75.0
29.0
0 \\‘u‘\\“uwu\\‘\H1\‘u\\‘\u\‘\\!\‘\u\‘\u\‘HHWHWHWHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10035: Ethane, 1,2-diethoxy- REEEEEEE S S
31.0 6.20 6.40 6.60 6.80 7.00
m/z 73.05 10.85%
59.0
5000
74.0
Ol rrprrrrprrtirre b e e R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135450.D

Acqg On : 26 Sep 2023 13:50
Operator : CG\JU

Sample : 04566-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.234 10.26 ng 675515  Acenaphthene-di10 9.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Metacetamol 151 C8HINO2 000621-42-1 53
4 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 38
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 36
Abundance Scan 1215 (9.234 min): BF135450.D\data.ms (-1209) (-) m/z 43.00 100.00%
3.0
109.1
5000 151.1
R R ARNRERRE S
69.0 9.00 9.20 9.40 9.60
0 H‘_“ﬂw‘mhNLwWLﬂMWMM‘MHw‘Hl‘_w‘W‘H“H“‘ m/z 109.10 63.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 \\\\‘\\/\\\‘\\\\‘\\\\‘\\\
9.00 9.20 9.40 9.60
69.0 m/z 151.05 38.32%
0 ;\5\.9\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ ! \“ T 1 T \‘\ T ‘Jr??\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
S RAREmEEEE
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 19.55%
oL 220 T80
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol e e R ABEE
109.0 9.00 9.20 9.40 9.60
m/z 57.05 11.11%
5000 151.0
43.0
80.0
0 AN ESPIRPPN NURAD NS — SN & 1OV BN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135450.D

Acqg On : 26 Sep 2023 13:50
Operator : CG\JU

Sample : 04566-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.816 11.33 ng 726606  Phenanthrene-di10 11.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 83
Abundance Scan 1654 (11.816 min): BF135450.D\data.ms (-1646) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.1
213.2 7 T
157.1
\‘\ 185.1 256.1 11.50 12.00
O+l m/z 73.00 96.39%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — P
129.0 11.50 12.00
213.0 m/z 60.00 92.81%
‘ H(ﬂ 157.0185.0 ‘
O:I\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\H““Huwl“\H\‘H‘HH‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ==
11.50 12.00
5000 129.0 m/z 57.05 84.64%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid e T
3
43.0 73.0 11.50 12.00
m/z 55.05 73.38%
5000 129.0
171.0
e e
0150\\\\\ww\\ )
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\BF092623\
Data File : BF135450.D

Acqg On : 26 Sep 2023 13:50
Operator : CG\JU

Sample : 04566-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.604 4.57 ng 293067  Phenanthrene-di10 11.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 1788 (12.604 min): BF135450.D\data.ms (-1783) (- m/z 43.05 100.00%

43.0
5000 129.1

—
185.1 24‘1-2 284.1 12.50 13.00
oM “‘mm bl b m/z 57.05 85.03%

L
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
1
129.0

5000p8.0 284.0 1 T
185.0 241.0 12.50 13.00

m/z 73.00 83.91%

0 ‘\‘!‘H\ m‘u‘\ i “‘\‘ ‘L NE “ ‘\“‘ ‘\‘ : “‘ R
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0

T
12.50 13.00
5000 m/z 60.00 80.99%

284.0
3.0 1290
1850 2410
fo) M\H uhH M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance i i

#46962: n-Decanoic acid T T
60.0 12.50 13.00

m/z 55.05 72.22%

5000 129.0
172.0
1l ]

m/z--> 50 100 150 200 250 300 350 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135450.D

Acqg On : 26 Sep 2023 13:50
Operator : CG\JU

Sample : 04566-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 5 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.363 2.26 ng 91411  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 89
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Nonanamide 157 C9H19NO 001120-07-6 68
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 53
5 Silane, hexyl- 116 C6H16Si 001072-14-6 50
Abundance Scan 1917 (13.363 min): BF135450.D\data.ms (-1912) (- m/z 59.05 100.00%
59.0
5000 ‘AWMM”VWﬂUKMWW¢NW¢
1300 1350
oL Hh H\ “‘ Hh‘ MH \‘\ u\ ‘154‘0‘ “1‘97‘0‘ ‘2‘38‘2‘ . 2‘8‘1 ‘] m/Z 72.00 . 56.40%
m/z--> 100 150 200 250
Abundance #174775:94Ddadecenanﬂde,(2}
59.0
5000 = S
13.00 13.50
29.0 m/z 41.00  29.22%
oL L“ U \HH H \M\‘ W\ \‘\\F"z“ o . ‘18‘4‘0 , ‘2‘38‘? . 2‘8“1‘(
m/z--> 100 150 200 250
Abundance #142058: Hexadecanamide
59.0
— —
13.00 13.50
5000 m/z 55.00 28.97%
ol 230 |, 9801280 4700 2120 250 NWWJ\JKWWW
e e
miz--> 50 100 150 200 250
Abundance #34432: Nonanamide “ —
59.0 13.00 13.50
m/z 43.05 19.95%
0 90/ | | | 1140 3570
— T — —
m/z--> 50 100 150 200 250 13.00 13.50
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Data Path : Z:
Data File :
Acqg On

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF092623\

BF135450.D
: 26 Sep 2023 13:50

Operator : CG\JU

Sample
Misc
ALS vial : 9

Quant Method
Quant Title

TIC Library

. 04566-04

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 6 Octacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.651 2.11 ng 85355  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 80

Abundance Scan 1966 (13.651 min): BF135450.D\data.ms (-1962) (- m/z 57.05 100.00%

57.0
5000

T
13.50 14.00

ol ““ h‘ Ww” L “%83“‘1‘2«2;“5‘ L2BLO 40 r 7110 68.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 — —
13.50 14.00
m/z 43.05 56.73%
ol b H | 141 0183.0225.0 281.0 337.0 394.0
\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350 400

Abundance #246481: Tetracosane
57.0
— —
13.50 14.00
5000 m/z 85.05 45.48%
9.0
0 L1 il h\ s 0183 0225.0267.0  338.0
ey — e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- — ——
43.0 13.50 14.00

m/z 55.00

- 20 JWW
[

0 | ‘\ h‘\ ‘M H ]\TZZ\OJTG‘QO 225.0 29?'0337.0
— B AL B o e e ML

T \
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135450.D

Acqg On : 26 Sep 2023 13:50
Operator : CG\JU

Sample : 04566-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 7 1-Docosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.89 2.78ng 112393  Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 co2Ha4 001599-67-3 91

2 Dichloroacetic acid, tetradecyl ... 324

C16H30C1202

083005-02-1 87

3 Chloroacetic acid, pentadecyl ester 304 C17H33C102 070301-47-2 87
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 2003 (13.869 min): BF135450.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1
5000
— ——
153.1
213.0247.0 283.1 13.50 14.00
oLl m/z 55.00  82.89%
m/z--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
97.0
5000 — —
13.50 14.00
m/z 83.05 74.46%
OL40 “\’\LW‘ ‘“\‘ \M\M‘ \R\3??\%8}p‘ L B \SPS\J
m/z--> 50 100 150 200 250 300
Abundance #228811: Dichloroacetic acid, tetradecyl ester
43.0
83.0 - —
13.50 14.00
5000 ITI/Z 43.10 73.05%
‘ ‘ st.o L66.0
‘\\ u‘\‘u \M‘ \‘\ \h\ I \- L
oLt bl by o
m/iz--> 50 100 150 200 250 300
Abundance #204471: Chloroacetic acid, pentadecyl ester P ——
83.0 13.50 14.00
m/z 41.05 57.58%
43.
5000 3
kZSD
182.0
SNV P~ S
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135450.D

Acqg On : 26 Sep 2023 13:50
Operator : CG\JU

Sample : 04566-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Sulfurous acid, dodecyl 2-p... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.051 3.00 ng 153825  Perylene-di2 15.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 64
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 62
3 Tetracosane, 1l-iodo- 464 C24H491 1000406-32-0 59
4 Octadecane 254 C18H38 000593-45-3 58
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 49
Abundance Scan 2204 (15.051 min): BF135450.D\data.ms (-2200) (- m/z 57.10 100.00%
57.1
5000 m
15.00 |
213.2 281.0 .
0 — i “Hm“” H M m\h hHm \h\\m\ ‘H‘ dp "” | ‘u “\?"2‘9‘3‘ —— ‘4‘1‘4“ m/Z 43.05 66.3500
m/z--> 50 100 150 200 250 300 350 400
Abundance #188720: Sulfurous acid, dodecyl 2-propyl ester
43.0
5000 —— :
15.00
m/z 71.10 58.74%
O\‘L" “‘\H\H‘\H\‘\\‘lé\g\o\‘\2\3\3\0’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #45512: Decane, 3,8-dimethyl-
57.0
T
15.00
5000 m/z 85.10 49,56%
9.0
S AT R
m/z--> 50 100 150 200 250 300 350 400
Abundance #330025: Tetracosane, 1-iodo- 7
57.0 15.00
m/z 41.05 23.04%
oL \L,w ““‘1“???“‘2‘1‘1‘9‘,26‘37‘9‘_?3]‘0””‘” -
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092623\
Data File : BF135450.D

Acqg On : 26 Sep 2023 13:50
Operator : CG\JU

Sample : 04566-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Ethanol, 2-(2-e... 6.604 2.2 ng 104549 1 6.751 963315 20.0
2,4,7,9-Tetrame... 9.234 10.3 ng 675515 3 9.786 1316690 20.0
n-Hexadecanoic ... 11.816 11.3 ng 726606 4 11.281 1282780 20.0
Octadecanoic acid 12.604 4.6 ng 293067 4 11.281 1282780 20.0
9-Octadecenamid... 13.363 2.3 ng 91411 5 13.939 809899 20.0
Octacosane 13.651 2.1 ng 85355 5 13.939 8098990 20.0
1-Docosene 13.869 2.8 ng 112393 5 13.939 809899 20.0
Sulfurous acid,... 15.051 3.0 ng 153825 6 15.404 1026760 20.0
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