LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc :

ALS Vvial : 19 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: BF137265.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.11e 3 4 10 rVB 110239 99850 4.72% 0.679%
2 5.040 498 502 510 rVB 39211 49554 2.34% 0.337%
3 5.428 564 568 582 rBV 1551282 1627616 76.87% 11.070%
4 6.428 733 738 759 rBV 1547970 1617773 76.40% 11.004%
5 6.792 796 800 807 rBV 342991 318979 15.06% 2.170%

6 7.351 890 895 898 rBV 1113310 987546 46.64% 6.717%
7 8.069 1013 1017 1020 rBV 438183 394867 18.65% 2.686%
8 9.145 1196 1200 1203 rBV 2145842 1815984 85.77% 12.352%
9 9.822 1311 1315 1319 rBV 529884 410971 19.41%  2.795%
10 10.610 1445 1449 1458 rBV 1059758 984884 46.51% 6.699%

11 10.986 1505 1513 1518 rBV 10901 33554 1.58% 0.228%
12 11.310 1565 1568 1571 rBV 409162 374200 17.67%  2.545%
13 11.333 1571 1572 1578 rVB 64561 50429 2.38% ©.343%
14 11.786 1644 1649 1652 rBV 15878 29510 1.39% 0.201%
15 11.857 1657 1661 1664 rBV2 104608 132139 6.24% ©.899%
16 11.886 1664 1666 1670 rVB 22897 26307 1.24% 0.179%
17 12.527 1772 1775 1778 rBV 126378 112301 5.30% ©.764%
18 12.645 1792 1795 1805 rVB4 33036 53794 2.54% 0.366%
19 12.757 1809 1814 1818 rVWV 95312 93260 4.40% 0.634%
20 12.910 1836 1840 1844 rBV 1794450 1722745 81.36% 11.718%
21 13.092 1864 1871 1875 rBV2 14060 27919 1.32% ©.190%
22 13.157 1878 1882 1885 rBv4 19747 22557 1.07% 0.153%
23 13.392 1919 1922 1926 rBV 92513 78629 3.71% ©.535%
24 13.486 1935 1938 1946 rBV 280494 248527 11.74% 1.690%
25 13.710 1973 1976 1979 rBV3 28005 29400 1.39% ©.200%
26 13.774 1983 1987 1991 rBV3 24964 32653 1.54% 0.222%
27 13.810 1991 1993 1995 rBV 26311 27855 1.32% ©.189%
28 13.845 1997 1999 2012 rVB2 41918 81773 3.86% ©.556%
29 13.963 2015 2019 2023 rBV 2239969 2117366 100.00% 14.402%
30 14.174 2053 2055 2058 rVB 34038 28592 1.35% 0.194%
31 14.304 2074 2077 2080 rBV 26290 26088 1.23% ©0.177%
32 14.457 2101 2103 2106 rBV2 30687 34425 1.63% 0.234%
33 14.533 2114 2116 2117 rBV2 31242 25447 1.20% 0.173%
34 14.557 2117 2120 2126 rVB 52699 89810 4.24% 0.611%
35 14.615 2126 2130 2135 rBV 467693 446206 21.07%  3.035%
36 14.745 2149 2152 2155 rBV 64576 80708 3.81% ©.549%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc

ALS Vvial : 19 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
37 15.115 2213 2215 2220 rVB2 47695 54093 2.55% 0.368%
38 15.445 2267 2271 2275 rBV 175962 217553 10.27% 1.480%
39 15.510 2280 2282 2291 rVB3 30429 52841 2.50% ©.359%
49 15.968 2356 2360 2364 rBv2 28309 43610 2.06% 0.297%
Sum of corrected areas: 14702315
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\

. BF137265.D

: 02 Feb 2024 20:16
¢ CG\JU

: P1341-02

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

olh

TIC: BF137265.D\data.ms

5.428 6.428

7.351

6.792

110 5.040

Time-->

N
L L L L L L L L L I L L L I L L L L L B B A L L R B R R

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

2000000

1500000

1000000

500000

0

TIC: BF137265.D\data.ms
9.145

12.910

10.610

9.822

8.069 11.310

Time-->

T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF137265.D\data.ms
13.

14.615

13.486

15.445
15.510

.745
15.115 15.968

Time-->

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\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc

ALS vial : 19 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 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 1 unknown2.110 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.110 6.26 ng 99850 1,4-Dichlorobenzene-d4 6.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
2 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 9
3 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 5
5 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 5
Abundance Scan 4 (2.110 min): BF137265.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
87.1 T T T T T
‘ 9.0 2.202.302.40 2.50
Obrrrprrreprerr bbb i b e m/z 43,100 35.10%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

5000 TT T[T T T T[T T T T[T T T [TTTT]
55.0 2.202.302.40 2.50
F 87.0 m/z 55.10 30.72%
O\\\‘\\\\‘\\\\‘\\\‘H‘M\\\“‘\\\\‘\\\\‘\\\\H\l\\‘\\\\‘\\]\-\o‘]\_.\o\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4747: Boronic acid, ethyl-, dimethyl ester
73.0
 EARENRNREZAS LR
2.202.30 2.40 2.50
m/z 87.10 18.50%
5000 43.0
15.0
0l..20 ‘ 20 570 | g70 1020
R o T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #818: Methane, isothiocyanato- AR R e
73.0 2.202.302.40 2.50

m/z 41.10 13.64%

m/z-->

5000
45.0
15.0 28.0
0 | L ‘ 580 |,

0 10 20 30 40 50 60 70 80 90 100

2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc

ALS vial : 19 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 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 8
R.T. EstConc Area Relative to ISTD R.T.
5.040 3.11 ng 49554  1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 25
4 1,8-Nonanediol, 8-methyl- 174 C1eH2202 054725-73-4 23
5 1,2-Butanediol 90 C4H1e02 000584-03-2 23
Abundance Scan 502 (5.040 min): BF137265.D\data.ms (-498) (-) m/z 43.00 100.00%
59.1
5000
101.0 T T T T
| ‘ 83.0 4.80 5.00 5.20 5.40
O v e el m/z 59.10 68.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 e
4.80 5.00 5.20 5.40
101.0 m/z 101.00 20.66%
31\'0 L | 83.0 |
O\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
 EEARmmEE
4.80 5.00 5.20 5.40
5000 m/z 58.05 15.32%
410 101.0
o180 20 Il mo®e |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0 4.80 5.00 5.20 5.40
m/z 40.95 9.92%
5000
43.0 101.0
31.0 83.0
oHﬁ?r‘?‘mw“wu‘mww‘u“‘7‘1:9”‘quwww,‘
m/z--> 10 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\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc

ALS vial : 19 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 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 2
R.T. EstConc Area Relative to ISTD R.T.
11.857 7.06 ng 132139  Phenanthrene-di10 11.310
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 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan1661(11857num BF137265.D\data.ms (-1657) (- m/z 73.05 100.00%
43.0 |73.0
5000 129.1 JLA
213.2 - S
157.1185.2 11.50 12.00
0! m/z 43.05 96.10%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 - T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 94.86%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— e
11.50 12.00
5000 129.0 m/z 57.05 86.78%
199.0
s e
onsol WAL A L0 1L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46965: n-Decanoic acid aa— T
60.0 11.50 12.00
m/z 55.05 78.50%
5000 129.0
29.0 87.0
T O -
O‘H‘HH‘HN‘w‘wu‘NHWWHMWH‘WH‘WH‘WH‘WH‘WH‘W‘ e —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF013024.M Mon Feb 05 11:05:11 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc

ALS vial : 19 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 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 Ethanol, 2-butoxy-, phospha... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.486 2.35 ng 248527  Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 83
2 trans-2,3-Epoxyoctane 128 C8H160 028180-70-3 47
3 cis-2,3-Epoxyoctane 128 C8H160 023024-54-6 38
4 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 16
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 12
Abundance Scan 1938 (13.486 min): BF137265.D\data.ms (-1935) (- m/z 57.10 100.00%
57.1
5000
125.0
199.1 ——
255 12991 13.50
ol m Ak \w““ . ’ AZTTUT 3550z se.e5  6e.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #300590: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000
125.0 13.50
H 1990 2990 m/z 45.05 58.93%
O\“\‘\“’\\\\“ \‘\‘\‘\“\\‘\\ \\“\2\‘5“‘5\\0\\“\\\:\35“5\\0\397‘\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #14339: trans-2,3-Epoxyoctane
6.0
.
13.50
5000 ITI/Z 85.05 43.91%
9.0
0L
m/z--> 50 100 150 200 250 300 350 400
Abundance #14324: cis-2,3-Epoxyoctane
56.0 13 50
m/z 125.00 32.69%
5000 L\
OJLMJ
m/z--> 50 100 150 200 250 300 350 400 13. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc

ALS vial : 19 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 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 1,3-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.615 4.21 ng 446206  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# 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 52
4 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 49
5 Isophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 47
Abundance Scan 2130 (14.615 min): BF137265.D\data.ms (-2126) (- m/z 70.10 100.00%
70.1
149.0
261.1
5000
= =
M i b | ) 14.50 15.00
ol LULa102, | | 2042 | 12999 3731 .. 149 00 74.26%
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 T T
14.50 15.00
67.0 m/z 261.10 66.58%
od 1)L
0 \“\ ‘\‘ T ‘” “\‘ T “‘\‘ \L - } T \2(‘)7\\0\ 7 \‘ T L :\30‘4\9 \347‘(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112'0 T ‘ T T ‘ T
14.50 15.00
5000 m/z 112.10 47 .90%
67.0
261.0
4L
oLl LML i lby ) 42080 ) | 3330
m/z--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester P —r
261.0 14.50 15.00
m/z 57.10 46.52%
5000 70.0
149.0
029 | w00 O | SR—
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc

ALS vial : 19 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 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 6 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.745 7.42 ng 80708  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
2 Tetradecanamide 227 C14H29NO 000638-58-4 70
3 Hexadecanamide 255 C16H33NO 000629-54-9 49
4 9-Octadecenamide 281 C18H35NO 003322-62-1 49
5 Octadecanamide 283 C18H37NO 000124-26-5 47

Abundance Scan 2152 (14.745 min): BF137265.D\data.ms (-2149) (-} | m/z 59.85 100.00%

59.0
149.0
5000
7.1

14.50 15.00

| | ﬂ84'2220'2 262.1 324.1
0! H‘M\\“\\\lmu‘\\‘\M\‘m‘uu‘u\‘\h TN A Pl m/z 149.00 69.86%
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T

7
14.50 15.00
m/z 55.10 66.83%

8 20,1400 1800 2380 2810
N T ’ T ‘ T T ‘ T ‘ T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #108044: Tetradecanamide

59.0

—
14.50 15.00
5000 m/z 43.10  59.62%

97.0 o 184.0 227.0
. |

F

ALETE PRV T R i G
miz--> 50 100 150 200 250 300
Abundance #142059: Hexadecanamide —— —
59.0 14.50 15.00
m/z 72.05 55.44%
5000
bkl 1080 wmo 2120 2850 A ot
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc

ALS vial : 19 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 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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.115 4.97 ng 54093  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 (C24H50 000646-31-1 58
3 Octadecane 254 C18H38 000593-45-3 58
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 58
5 Pentacosane 352 C25H52 000629-99-2 58
Abundance Scan 2215 (15.115 min): BF137265.D\data.ms (-2213) (-} ' m/z 57.00 100.00%
57.0
99.1 252.1 T =i
‘ 141.1 211.1 1328.1 15.00 15.50
ob—idl mh\‘\‘w L ‘\\‘h‘\”‘\ | M il \hm\h by u\‘ ) M‘??u‘ ! \‘\\m L m/z 71.10 86.13%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — i
15.00 15.50
99.0 m/z 85.10 70.17%
oL LlLLL |1 dms0 om0 220
miz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
—— —
15.00 15.50
5000 m/z 43.10 67.91%
99.0
h | “ 141.0 1830 2250 2670 ~ 3380
0Ll Juw‘ R Mt i ek AR
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane T —
57.0 15.00 15.50
m/z 55.00 46.47%
5000
99.0
| ||| 14101830 2540
O‘H“‘w“u“‘ww‘m“‘mm‘uu“uu‘uu“ —r— —r—
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

: 02 Feb 2024 20:16
¢ CG\JU
: P1341-02

: 19

hod
le

ry

Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
BF137265.D

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tricosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.509 4.86 ng 52841  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 64
2 Heptadecane 240 C17H36 000629-78-7 60
3 Pentadecane, 8,8-diheptyl- 408 C29H60 055268-72-9 50
4 Hentriacontane 437 C31H64 000630-04-6 50
5 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 47

Abundance Scan 2282 (15.509 min): BF137265.D\data.ms (-2280) (- m/z 57.10 100.00%
57.1
5000 WJKNW#wmuﬁLWwﬂmuwwj\
9.1 T \
‘ 173.1211.0 2711 326.1 15.50
oL ‘M‘HH‘\‘;‘H‘\L\‘\‘\‘\‘ M‘ m/z 71.10 55.34%
miz--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane
57.0
5000 — :
15.50
m/z 85.10 50.23%
9.0
“ ‘ ‘ 141.0 1970 2530 324.0
0 \“\ ‘\““\“!‘ \‘h‘\‘h‘ \“‘ \“‘\ }‘ “‘\ “\ \“\“‘ b “ \.‘\ T \L\ I
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
T \
15.50
5000 m/z 43.05 40.60%
9.0
‘ 141.0 183.0 240.0
olsd | | |1 14101830 2000
m/z--> 50 100 150 200 250 300 350
Abundance #307036: Pentadecane, 8,8-diheptyl- — ‘
57.0 15.50
309.0 m/z 55.10 30.62%
o MM
‘ %0 141.0
ol ML LI 180280600 | -
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16

Operator : CG\JU

Sample : P1341-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 9 Octadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.968 4.01 ng 43610  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 58
2 Hexacosane 366 C26H54 000630-01-3 58
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 58
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 58
5 Heneicosane 296 C21H44 000629-94-7 58

Abundance Scan 2360 (15.968 min): BF137265.D\data.ms (-2356) (- m/z 57.05 100.00%
57.0

?

5000
e msazss 2 s e
0 MMH\M\ﬂhuw ““WW‘\M“”WWJW\WW\N I m/z 43.10 71.32%
mlz--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 T
16.00
m/z 71.10 58.84%
O \“\ ‘\ ‘ ‘ “‘ “‘ “‘ \“‘ \}-\4\]- 0\ ]\_8\3\()‘ T \2\5’4\.9 T ’ L ’ T

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

;

Abundance #275537: Hexacosane
16.00
5000 ITI/Z 85.10 48.26%
ol | ‘L‘ ‘ ”h‘ i \\ | 14}9 183.0 225.0 267.0 309.0  367.
iy ‘ R ARSRARIE TR
m/z--> 50 100 150 200 250 300 350
Abundance #284588: Sulfurous acid, butyl heptadecyl ester ——
57.0 16.00
m/z 55.00 38.56%
7.0
0 \‘ ‘ i u“ H \M H H ? Q 183 0 239 0 291 0
iy e B o e i e B ——
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137265.D

Acqg On : 02 Feb 2024 20:16
Operator : CG\JU

Sample : P1341-02

Misc

ALS Vvial : 19 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|
unknown2.110 2.110 6.3 ng 99850 1 6.792 318979 20.0
2-Pentanone, 4-... 5.040 3.1 ng 49554 1 6.792 318979 20.0
n-Hexadecanoic ... 11.857 7.1 ng 132139 4 11.310 374200 20.0
Ethanol, 2-buto... 13.486 2.4 ng 248527 5 13.963 2117370 20.0
1,3-Benzenedica... 14.615 4.2 ng 446206 5 13.963 2117370 20.0
9-Octadecenamid... 14.745 7.4 ng 80708 6 15.445 217553 20.0
Eicosane 15.115 5.0 ng 54093 6 15.445 217553 20.0
Tricosane 15.509 4.9 ng 52841 6 15.445 217553 20.0
Octadecane 15.968 4.0 ng 43610 6 15.445 217553 20.0
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