LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc :

ALS vial : 6 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_ G\Methods\8270-BG081823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58853.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.382 383 3990 397 rBV 311826 496214 40.60% 3.647%
2 6.980 655 662 674 rBvV 307429 521318 42.65% 3.832%
3 7.397 727 733 739 rBvV2 12380 23170 1.90% 0.170%
4 7.802 795 802 809 rBV 74728 121447 9.94% 0.893%
5 8.173 860 865 870 rBv2 9558 15707 1.29% 0.115%

6 8.337 888 893 900 rvVB2 11134 19670 1.61%
7 8.966 993 1000 1010 rBV 174390 314145 25.70%
8 10.605 1272 1279 1283 rBV 89355 160855 13.16%
9 10.652 1283 1287 1295 rVB 89054 153358 12.55%
10 13.073 1692 1699 1707 rBV 399881 619764 50.71%
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11 13.343 1739 1745 1751 rBV 107755 173575 14.20%
12 14.453 1928 1934 1940 rBV 128666 199226 16.30%
13 15.946 2181 2188 2194 rBV 381984 594239 48.62%
14 17.197 2396 2401 2407 rBV 174083 257897 21.10%
15 17.844 2498 2511 2520 rBv4 69094 272344 22.28%
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16 18.084 2549 2552 2562 rVB2 76338 152939 12.51%
17 18.378 2600 2602 2613 rVB8 17766 30668 2.51%
18 19.077 2714 2721 2733 rVB2 207649 491979 40.25%
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19 19.359 2758 2769 2782 rVB 298546 954463 78.09% 016%

20 19.471 2783 2788 2802 rVB2 135775 300994 24.63% 212%

21 19.818 2842 2847 2852 rVB 786328 982620 80.40% 7.223%

22 19.988 2869 2876 2886 rVB 323801 596767 48.83% 4.386%

23 20.470 2956 2958 2964 rVB6 12595 17567 1.44% 0.129%

24 20.605 2979 2981 2985 rVB3 13422 13754 1.13% ©.101%
4.

25 20.740 2997 3004 3011 rBV = 432811 676085 55.32%

26 21.116 3060 3068 3075 rBV 722100 1222182 100.00%
27 21.175 3075 3078 3086 rVB3 44095 81204 6.64%
28 21.439 3117 3123 3126 rBvV2 199102 351396 28.75%
29 21.480 3126 3130 3139 rVB 330555 589022 48.19%
30 21.668 3160 3162 3171 rVB4 18136 31179  2.55%
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31 22.315 3264 3272 3283 rVB 301647 620515 50.77%
32 22.832 3356 3360 3364 rBv4 16810 25098 2.05%
33 23.267 3426 3434 3445 rBV 197671 497343 40.69%
34 24.371 3613 3622 3633 rVV2 158980 479857 39.26%
35 24.500 3635 3644 3658 rVB2 126854 376894 30.84%
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36 24.665 3663 3672 3680 rBv2 21319 73709 6.03% 0.542%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 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_G\Methods\8270-BG081823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 25.693 3836 3847 3862 rVB3 113660 421206 34.46%  3.096%
38 27.256 4103 4113 4129 rVB5 85681 361413 29.57% 2.657%
39 29.142 4422 4434 4452 rVB5 62662 312977 25.61%  2.300%

Sum of corrected areas: 13604760
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058853.D\data.ms
800000

700000
600000
500000

400000

5.382 6.980
300000

200000 8.966

100000 7.802 TR
7397 | 8.B337

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG058853.D\data.ms
800000 19.818 21.116

700000
600000

500000 20.740

8.073 15.946

400000 19.088 21.480

22.315

300000
21.439

200000

100000

MJ >08 21,175 1668

B B . e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG058853.D\data.ms
800000

700000

600000

500000

400000

300000

23.267

200000

27.256 29 142

N A

0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

100000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 unknown7.397 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.397 3.82 ng 23170 1,4-Dichlorobenzene-d4 7.802
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 38
2 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9
3 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 9
4 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 9
5 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 9
Abundance Scan 733 (7.397 min): BG058853.D\data.ms (-727) (-) m/z 45.00 100.00%
45.0
5000
59.0
72"0 w60 7.00 7.20 7.40 7.60 7.80
H‘HH‘HH‘\H\“i\}\‘\Hi}uu‘\‘\‘u‘H\.\‘HH‘HH‘HH‘\H m/Z 59.00 34.0200
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10035: Ethane, 1,2-diethoxy-
31.0
59.0 A
5000 45.0 e e
7.00 7.20 7.40 7.60 7.80
74.0 m/z 72.00 16.77%
H‘HH‘\H‘\“\H\“\H\‘\‘\H\iH\\‘i‘\\\‘\\\\‘\\\\‘\\H‘\H\"\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2383: 2-Butanol, 3-methyl-
453.0
REaa A R
7.00 7.20 7.40 7.60 7.80
5000 m/z 43.05 15.35%
27.0 | 73.0
‘H \H I
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2367: (R)-(-)-2-Pentanol RAREEEEESEET S
45.0 7.00 7.20 7.40 7.60 7.80
m/z 73.00 11.93%
5000
.0 73.0
A40 ol 980 1 870 SNSRI B SN |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Indane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.173 2.59 ng 15707 1,4-Dichlorobenzene-d4 7.802

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 72
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 64
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
Abundance Scan 865 (8.173 min): BG058853.D\data.ms (-860) (-) m/z 117.00 100.00%
117.0
5000
\‘\\\\A‘\\\\’\\\\‘\\\\’\
390 578 91.0 7.80 8.00 8.20 8.40
H‘HH‘HH‘HH“H\\“\HH\‘\H\‘\\H‘\{H“‘\\H‘HH‘\H\‘HH m/z 118.06 65.1400
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10178: Indane
11v.0
5000 \{M\\\\A‘\\\\’\\\\‘\\\\’\
7.80 8.00 8.20 8.40
m/z 115.00 30.09%
390 580 91.0
H‘HH‘\H‘\‘HH“H\\i‘\H‘!‘}‘\‘\\‘\7\7{?\\\\“\\\\].‘(\)‘\4’\'\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10194: Benzene, 1-propenyl-
117.0
e
7.80 8.00 8.20 8.40
5000 m/z 91.00 16.11%
91.0
39.0
58.0 78.0 ‘
80 L L g0s0 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10185: (Z)-1-Phenylpropene AN E e AR RmaE
117.0 7.80 8.00 8.20 8.40
m/z 57.80 10.93%
5000
91.0
51.0
270 | 650 750
rerrerrr oisreere bbb bl e 2080 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Indene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.337 3.24 ng 19670 1,4-Dichlorobenzene-d4 7.802

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 86
2 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 78
3 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 78
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 78
5 3-Methylphenylacetylene 116 CSH8 000766-82-5 78
Abundance Scan 893 (8.337 min): BG058853.D\data.ms (-888) (-) m/z 115.00 100.00%
115.0
5000
e RAmaEEs RS
439 0630 891 8.00 8.20 8.40 8.60
bl b m/z 116.00 95.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9542: Indene
116.0
5000 \\‘\\\y\‘\\\\‘\\\\‘\\\\‘
8.00 8.20 8.40 8.60
m/z 89.10 15.67%
39.0 63.0 89.0
\\\‘\\\\’\zﬁ‘.\(‘)\H‘}"HH“H\‘!M{‘\\‘\7}‘\.\‘\\}‘i“\\\\‘\\.\\‘\‘} ‘\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9551: Benzene, 1,2-propadienyl-
115.0
 AAEEma T
8.00 8.20 8.40 8.60
5000 m/z 63.00 12.96%
39.0
63.0 0
130260 | | .| 760 | 1020
et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9545: 1-Propyne, 3-phenyl-  AAAEEaEaEES
115.0 8.00 8.20 8.40 8.60
m/z 50.90 9.64%
5000
63.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.343 17.42 ng 173575  Acenaphthene-di10 14.453
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 Metacetamol 151 C8H9NO2 000621-42-1 49
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 47
4 Acetaminophen 151 C8HINO2 000103-90-2 47
5 2-Thiophenecarbonitrile 109 C5H3NS 001003-31-2 43

Abundance Scan 1745 (13.343 min): BG058853.D\data.ms (-1739) (- | m/z 43.00 100.00%
3.0
109.0
5000
1511
T T 1
‘ 85.0 13.00 13.50
H\‘\H\‘H‘\‘\“\“‘\“\“\\““‘\‘\‘\H\’\‘\H}‘\“H\‘\‘\\}\‘H‘H‘HH‘HH‘ m/Z 109.00 55.82%
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 T ‘ ‘
13.00 13.50
69.0 m/z 151.05 31.67%
\1\5\.‘0\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“i”‘\‘\ “\ e \“ T 1 T \‘\ T ‘]‘.‘9‘2‘?‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
T I —
13.00 13.50
5000 151.0 m/z 41.00 17.28%
43.0
80.0
\1\5\.(‘)\‘\\\"\\1‘\‘H\\“‘\\H’\{‘H‘\H\‘Hl\‘uu‘um‘mu‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28920: m-Isopropoxyaniline T 7
109.0 13.00 13.50
m/z 85.00 12.53%
5000
151.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\

TIC Library

BGO58853.D
: 25 Aug 2023 17:20
: MA/JU
: 04147-01
: 6 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Octacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.844 21.12 ng 272344  Phenanthrene-di10 17.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 83

Abundance Scan 2511 (17.844 min): BG058853.D\data.ms (-2498) (- m/z 57.00 100.00%
57.0

5000

=

T I —
9.0 17.50 18.00
41.0
‘\h ‘h“ F ““ i“‘\:!rw f T aa \1\9‘9\1\2\4\0‘1\ L B B m/z 43.00 74.03%

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 “ ——
17.50 18.00
m/z 71.00 46.24%

9.0
1111, 141.0183.0225.0 281.0 337.0 394.

miz--> 50 100 150 200 250 300 350

=

Abundance #176392: Nonadecane, 2-methyl-
P P
17.50 18.00
5000 m/z 85.080  37.57%
%90
Gl oo 200
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane “ —
57.0 17.50 18.00
m/z 55.00 27 .45%
o M\M
9.0
J‘L | ) | 1410183.0225.0 2820
A e — —r
m/z--> 50 100 150 200 250 300 350 17.50 18.00

8270-BGO81823.M Mon Aug 28 09:10:12 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 n-Decanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.084 11.86 ng 152939  Phenanthrene-di10 17.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 64
2 Pentadecanoic acid 242 C15H3002 001002-84-2 59
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Undecanoic acid 186 C11H2202 000112-37-8 47
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43

Abundance Scan 2552 (18.084 min): BG058853.D\data.ms (-2549) (- | m/z 43.00 100.00%
3.0

73.0

5000

129.0

=

| ‘ 18.00
‘\‘w‘mM m/z 41.00  77.37%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46964: n-Decanoic acid
60.0

5000129.0 129.0 ‘18.‘00‘ T
172.0
H‘ min “ “PM \H | ‘

m/z 73.00 74.61%
’HH‘HH \}\\‘\\\\‘\\H‘\\\\‘\H\‘\\H‘\\\\‘HH‘HH‘HH’HH‘\H

m/z--> 20 40 60 80 100120140160180200220240260280

%

Abundance #126203: Pentadecanoic acid
430 73.0
T \
18.00
5000 129.0 m/z 60.00 73.08%
1990 2420
Bq’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid T ‘
73.0 18.00
43.0 m/z 55.00 73.03%
5000 129.0
171.0
‘ 214.0
,, —r—
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 unknownl8.378 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.378 2.38 ng 30668 Phenanthrene-die 17.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 22
2 4-(2-Amino-1,3-thiazol-4-yl)-1,3... 208 C9H8N202S 090850-44-5 22
3 2-Chloro-5-methyl-4-(2-methylpyr... 208 CO9H9CIN4 1000434-84-0 10
4 2,4,7-Pteridinetriol, 6-ethyl- 208 C8H8N403 031053-47-1 10
5 2-Propenoic acid, 3-(2,4-dimetho... 208 C11H1204 016909-09-4 10
Abundance Scan 2602 (18.378 min): BG058853.D\data.ms (-2600) (- | m/z 208.05 100.00%
208.1
43.0
5000 137.0
91.0 76.9
284.:
L
WL L L w2 4300 60.15%
miz--> 50 100 150 200 250
Abundance #84448: trans-Sinapaldehyde
208.0
5000 — —
165.0 18.00 18.50
770 1500 m/z 137.00 44.04%
% Jbubi b Ll ]
— \‘ \“\ N\ \‘M‘\M‘V”?M ‘\‘Hw‘\ ‘M\ r“”“\ M‘““‘ iy “‘ ‘ \“ T
miz--> 50 100 150 200 250
Abundance #85842: 4-(2-Amino-1,3-thiazol-4-yl)-1,3-benzenediol
208.0
18.00 18.50
5000 137.0 m/z 61.00 41.32%
69.0
39'E H 105.0‘ ‘ 75.0
S H }‘H\ oy !th‘\‘\H\h o bl el ‘\h ————
m/iz--> 50 100 150 200 250
Abundance #85883: 2-Chloro-5-methyl-4-(2-methylpyrazol-3-yl)pyrim — —
208.0 18.00 18.50
m/z 60.00 38.60%
5000
39.0
76.0 117.0 153.0
N mw ‘M\H‘ \‘H‘ y ‘M‘Hh‘ Ly ‘HH o | : —— — ——
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.077 38.15 ng 491979  Phenanthrene-d10 17.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
Abundance Scan 2721 (19.077 min): BG058853.D\data.ms (-2714) (- | m/z 57.00 100.00%
57.0
%9 0 10.00 |
141 1 .
- \L“ |l 191118320252 2818 m/z 43.00  63.30%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — :
19.00
m/z 71.00 52.28%
Ll h‘ I H f 141 0183.0225.0 281.0 337.0 394.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
N
19.00
5000 m/z 85.05 36.99%
| \ \ | % 1 141.0183.0225.0267.0 323.0 380.0
A e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T ‘
57.0 19.00
m/z 55.00 21.87%
5000 M\\
239.0
1l "+ 110150 7028103230
e e S —
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.359 54.32 ng 954463  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 2769 (19.359 min): BG058853.D\data.ms (-2758) (- | m/z 43.00 100.00%
43. O
- M
129.0
185.1 241.2 T T
‘ ‘ ‘ ‘ 284.1 19.00 19.50
- M‘M‘ I ““ T S N EEN M R m/z 57.00  82.22%
miz--> 50 150 200 250
Abundance #179091: Octadecanoic acid
43.0 .0
5000 129.0 = -—
19.00 19.50
284.C o
185.0 241.0 ‘ m/z 60.00 78.11%
, ““ ““ ‘H“ H‘H\ \\‘Hh‘\\‘ ‘ \‘ ‘ \‘r “ - \‘ “\ ‘\‘ , ‘\‘
m/z--> 150 200 250
Abundance #143508 n-Hexadecanoic acid
’J
43.0 256.0
— ——
19.00 19.50
5000 m/z 73.00 75.08%
129.0
213.0
H ‘ ‘ 171.0 ‘
‘ M ‘H“ hhh ‘Mmu iy ‘ ] “‘m‘ A “‘ S
miz--> 150 200 250
Abundance #109281:Tenadecan0k:add — —
73.0 19.00 19.50
43.0 m/z 55.00 71.95%
5000
129.0
185.0 228.0
HM‘ ‘H\ ‘M‘\‘H‘\ ‘ \‘n‘\ “\‘ \‘ — ‘\‘ b — ——
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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@ Bis(2-ethylhexyl) phthalate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.471 17.13 ng 300994  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 90
2 Phthalic acid, hept-4-yl isohexy... 348 C21H3204 1000356-78-6 64
3 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 64
4 Dicyclohexyl phthalate 330 C20H2604 000084-61-7 64
5 Phthalic acid, cyclohexylmethyl ... 332 C20H2804 1000315-55-5 59

Abundance Scan 2788 (19.471 min): BG058853.D\data.ms (-2783) (- | m/z 149.00 100.00%
149.0

4>

5000
57.0 A]N¥

104.0 l 279.1 19.50
WU S 2222 Sl i m/z 57.00 28.13%
miz-> O 100 150 200 250 300 350
Abundance #295612 Bis(2-ethylhexyl) phthalate
149.0
5000 —
19.50
57.0 m/z 167.00  26.70%
279.0
140 | | | 040 2070 "] 390.

miz—> 0 50 100 150 200 250 300 350

Abundance #257797: Phthalic acid, hept-4-yl isohexyl ester
149.0

T
19.50
5000 m/z 43.00 17.85%

‘ " 251.0
Il |
A
m/z--> 0 50 100 150 200 250 300 350
Abundance #241935: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexy
149.0 19.50

m/z 71.00 16.05%

SN

w

o
[er]
al
o

5000

41.0 0 223.0
| )20 2790

m/z--> 0 50 100 150 200 250 300 350 19.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.988 33.97 ng 596767 Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2876 (19.988 min): BG058853.D\data.ms (-2869) (- | m/z 57.00 100.00%
57.0
- i
9.0 éo‘od
141 1 :
. “M Lo 341183.12252267.0 m/z 43.00 60.41%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 1
20.00
m/z 71.00 49.20%
J\141018302250 282.0
\\\\‘ \\\\‘\Y\\‘\\\1‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
==
20.00
5000 m/z 85.05 38.14%
L ‘\h “ 141. 9183 0225.0 281.0 337.0 394.
i ““““‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane =
57.0 20.00
m/z 55.00 23.74%
B JM
15.0 ‘L \L i h‘ | 1410183.02250  296.0
A ——
m/z--> 50 100 150 200 250 300 350 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 12 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.740  38.48 ng 676085  Chrysene-di2 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 87
Abundance Scan 3004 (20.740 min): BG058853.D\data.ms (-2997) (- | m/z 57.00 100.00%
57.0
=== =
‘ JTl 1601 20.50 21.00
ol A LA 1691 2393 2054 4/ 43.00  60.99%
miz--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
5000 A —
20.50 21.00
m/z 71.00 50.20%
\Hh ]M 1 ,169.0 2250  300.0 365.0 436.(
\\\!‘ \\’\\\\‘\\!\’\\\1‘\\\\‘\\\\[\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
= —
20.50 21.00
5000 m/z 85.05 36.77%
13.
| ‘ | H [ 169.0 2250 281.0 337.0 394.0
H“““ A T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane e =
57.0 20.50 21.00
m/z 55.00 24.86%
h MA»HWNkaWNMMJAL\
‘ ”\ h\ h I \l \\ 169 0 225.0 296.0
e A e S e e — —
mlz--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 13 1,4-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.116 69.56 ng 1222180  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 60
3 Phthalic acid, 4-methyl-3-nitrob... 427 C24H29NO6 1000382-58-6 38
4 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 30
5 Phthalic acid, 6-ethyloct-3-yl 2... 418 C26H4204 1000315-53-8 22
Abundance Scan 3068 (21.116 min): BG058853.D\data.ms (-3060) (- | m/z 70.00 100.00%
70.0
149.0 261.1
5000
— 4
L L ess 1
ol b A ML L L1890 1 13041 m/z 149.00  80.44%
miz--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0
5000 67.0 1 L
21.00 21.50
m/z 261.10 73.73%
2\9‘\% L\“ ™ \L \‘ T } e \2(’)7\\0\ ™ \‘ T L 3\)0‘4\(\) T \3‘6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
—— —
112.0 21.00 21.50
5000 261.0 m/z 57.00 54.13%
167.0
eod ||| ]I,
AL ‘w‘m,uH L2070 | 304.0347.0
m/z--> 50 100 150 200 250 300 350
Abundance #316719: Phthalic acid, 4-methyl-3-nitrobenzyl octyl este = =
149.0 21.00 21.50
m/z 112.10  41.25%
5000
43.0 104.0
e R0 3160 S |
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 14 Hexatriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.315 35.32 ng 620515  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Pentacosane 352 (C25H52 000629-99-2 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3272 (22.315 min): BG058853.D\data.ms (-3264) (- | m/z 57.00 100.00%
57.0

:

5000
13.1 22.00 22.50
- “‘ ‘ uﬁ“ [ 109122522801 w/z 43.00 62.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
5000 - S
22.00 22.50
m/z 71.00 51.41%
1113 .0
LU \1‘6‘9‘0225 0281.0337.0393.0449.0 506.
\\1\‘\\\\‘!\\1‘\\\\ f\\\‘\\f\‘1\\\[\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-
57.0
= ==
22.00 22.50
5000 ITI/Z 85.05 39.26%

“WAmm90asom10 365.0

| |
A A e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262011: Pentacosane

57.0 22.00 22.50

m/z 55.00  24.49%

il

5000

Ahum9°ﬂ5omlo:%2o

| |11
HH‘H\\‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50

%—
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\

BGO58853.D
: 25 Aug 2023 17:20
: MA/JU
: 04147-01
: 6 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 15 Tetracosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.267 26.39 ng 497343  Perylene-di12 24.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 3434 (23.267 min): BG058853.D\data.ms (-3426) (- | m/z 57.00 100.00%

57.0
5000

I
1 23.00 23.50
160.1
“ Hu%Mu““2‘2‘5“1_2??‘?‘m_m‘m‘ m/z 43.00

‘ ‘h i )
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane

57.0

5000 7 ——
23.00 23.50
m/z 71.05 51.55%
L h , 113.0 169.0 225.0 281.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\!\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
== =
23.00 23.50
5000 m/z 85.05 37.66%
}\ ““ L 1‘3‘0‘1‘69.0 225.0 282.0
el i B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane s T
57.0 23.00 23.50
m/z 55.00 21.01%

“‘ w“ﬁvmWMww/\mewwxWWw

J\“‘1690 225.0 309.0 365.0 436.(

T —
m/z--> 0 100 150 200 250 300 350 400 23.00 23.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG082523\

Data File : BG@58853.D

Aug 2023 17:20

. 04147-01

Acqg On : 25
Operator : MA/JU
Sample

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 16 Heptadecane, 9-octyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
24.371  25.46 ng 479857  Perylene-di12 24.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tetratetracontane 619 C44H99 007098-22-8 81

Abundance Scan 3622 (24.371 min): BG058853.D\data.ms (-3613) (- | m/z 57.00 100.00%
57.0

5000

-

‘ 24.00 24.50

160.1
Ak m_w 09122112671 | 3580 n/z 43.08 56.57%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane

57.0

-

5000
24.00 24.50

m/z 71.05 50.46%

\‘ “\ 4 ‘1690 225.0 281.0 338.0

ik \r\\m\‘\HHHHHHHHHHH\
T | T | I | I | I

miz--> 50 100 150 200 250 300 350 400 450

%

Abundance #262017: Heptadecane, 9-octyl-
57.0
24.00 24.50
5000 ITI/Z 85.00 38.91%
13.0 239.0
LU0 00 pon0 ss20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- — —
57.0 24.00 24.50
m/z 55.00 18.74%
h M\—\A/\M¥A
Al ‘\‘ A | \1690 2250 2950 3510 449
A A A e S e — —r
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 17 unknown24.665 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

24.665 3.91 ng 73709  Perylene-di12 24.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,5-Tri-0-acetyl-3-0-methyl-6-... 301 C13H19NO7 1000101-84-5 38
2 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 25
3 Glutaric acid, ethyl 1-phenylpro... 278 C16H2204 1000358-94-7 22
4 1H-Indene, 3-butyl-1-methyl- 186 C14H18 111400-84-1 14

5 N-Iodoacetyl-N'-(8-sulfo-1-napht... 434 C14H15IN204S ©36930-64-0 14

Abundance Scan 3672 (24.665 min): BG058853.D\data.ms (-3663) (- | m/z 55.00 100.00%
P90 143.0
5000 0 204
1930 2650 )
—r —
H “h 24.50 25.00
‘\‘\‘\\\\‘\‘\ \‘\‘\\\\‘\\\\’ m/Z 43.00 99.81%
miz--> 50 100 150 200 250 300 350
Abundance #200315: 2,4,5-Tri-O-acetyl-3-O-methyl-6-deoxy-d-gluco
143.0
101.0
5000 — e
203.0 24.50 25.00
’ m/z 143.00 83.27%
T ‘ T ‘““\M\ W \‘“\‘“ \“HH\‘ \“\ \2\4\.4.‘0\\ \3\0‘]-\()\ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #34733: (1-Methylpenta-1,3-dienyl)benzene
143.0 ﬂ
L N
24.50 25.00
5000 ITI/Z 117.00 80.25%
77.0
m/z--> 50 100 150 200 250 300 350
Abundance  #170821: Glutaric acid, ethyl 1-phenylpropyl ester
143.0 24.50 25.00
m/z 81.00 63.91%
- WWW
41.0 ‘
. w Ll 210 arso S
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 18 Octacosane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.693 22.35 ng 421206  Perylene-di12 24.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3847 (25.693 min): BG058853.D\data.ms (-3836) (- | m/z 57.00 100.00%

57.0
5000

‘ :Hl3 1 25.50 26.00
oL AL LAITi 109222532820 3551 743 00 6e.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0

5000 — e
25.50 26.00

m/z 71.00  49.37%

1111 AE30160.0225.0281.0337.0 394.0
\\1\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0

25.50 26.00
5000 m/z 85.05 39.58%
13.0

| ]11 |, 169.0225.0281.0337.0393.0449.0 506.(

- ‘H“H“_“‘“H“H‘,H“““w“u“u“u

mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl- R T
57.0 25.50 26.00

m/z 55.00 21.08%

- WMJ\MW

} ] ]1‘ | 169.02250281.0 365.0

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 19 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27.256 19.18 ng 361413  Perylene-d12 24.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 4113 (27.256 min): BG058853.D\data.ms (-4103) (- | m/z 57.00 100.00%

57.0
5000

2700  27.50
4111831
- \“‘ A “w“‘ ) ﬁ‘ riytra2esd 2810 m/z 43.00  60.22%

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 — e
27.00 27.50

m/z 71.05 55.67%

ey H | 141 0183.0225.0 281.0 337.0 394.
T T ‘ 1T T ‘ T \ \ ‘ T \ TT ‘ T T T ‘ T T 1T ‘ T T 1T ‘ L ‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0

27.00 27.50
5000 ITI/Z 85.00 41.87%
9.0
LU 0mm025 0567 020m0 3650
m/z--> 5‘0 160 lELO 260 2%0 360 3%0 |
Abundance #275538: Hexacosane T T
57.0 27.00 27.50

m/z 55.00  22.88%

- Www/\ww

A h‘ H\ 141.0183.0225.0267.0309.0 366.0

‘ T
m/z--> 50 100 150 200 250 300 350 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 20 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
29.142 16.61 ng 312977 Perylene-d12 24.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptadecane 240 C17H36 000629-78-7 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 80
5 Tetratetracontane 619 C44H90 007098-22-8 76

Abundance Scan 4434 (29.142 min): BG058853.D\data.ms (-4422) (- | m/z 57.00 100.00%

57.0
5000

29.00 29.50
141 1 207.0
T ‘\“““ f “‘ \‘ H‘ \“‘ e “\‘ ‘\ ol ‘ ‘\ T ‘2§7\ \o\ T \?E‘)S\ :\L\ ™ m/Z 43.00 55.8900

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 — e
29.00 29.50

m/z 71.00 54.25%

L h‘ | H ] 141 0183.0225.0 281.0 337.0 394.
LI ‘ T ‘ T \ \ ‘ \ \ TT ‘ T TT ‘ T T 1T ‘ L ‘ L ‘
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0

\
29.00 29.50
5000 m/z 85.00 49.69%

59| 0] om0 200
m/z--> 50 100 150 200 250 300 350
Abundance

#107216: Hexadecane — T
57.0 29.00 29.50

m/z 55.00 27.70%

. “an/\/w\m\m
1]

Wu&d“iom30260

7 T
m/z--> 50 100 150 200 250 300 350 29.00 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82523\
Data File : BG@58853.D

Acqg On : 25 Aug 2023 17:20
Operator : MA/JU

Sample : 04147-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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|
unknown?7.397 7.397 3.8 ng 23170 1 7.802 121447 20.0
Indane 8.173 2.6 ng 15707 1 7.802 121447 20.0
Indene 8.337 3.2 ng 19670 1 7.802 121447 20.0
2,4,7,9-Tetrame... 13.343 17.4 ng 173575 3 14.453 199226 20.0
Octacosane 17.844 21.1 ng 272344 4 17.197 257897 20.0
n-Decanoic acid 18.084 11.9 ng 152939 4 17.197 257897 20.0
unknown18.378 18.378 2.4 ng 30668 4 17.197 257897 20.0
Heptacosane 19.077 38.1 ng 491979 4 17.197 257897 20.0
Octadecanoic acid 19.359 54.3 ng 954463 5 21.439 351396 20.0
Bis(2-ethylhexy... 19.471 17.1 ng 300994 5 21.439 351396 20.0
Eicosane 19.988 34.0 ng 596767 5 21.439 351396 20.0
Hentriacontane 20.740 38.5 ng 676085 5 21.439 351396 20.0
1,4-Benzenedica... 21.116 69.6 ng 1222180 5 21.439 351396 20.0
Hexatriacontane 22.315 35.3 ng 620515 5 21.439 351396 20.0
Tetracosane 23.267 26.4 ng 497343 6 24.500 376894 20.0
Heptadecane, 9-... 24.371 25.5 ng 479857 6 24.500 376894 20.0
unknown24. 665 24.665 3.9 ng 73709 6 24.500 376894 20.0
Octacosane, 2-m... 25.693 22.4 ng 421206 6 24.500 376894 20.0
Hexacosane 27.256 19.2 ng 361413 6 24.500 376894 20.0
Heptadecane 29.142 16.6 ng 312977 6 24.500 376894 20.0
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