LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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 M\Methods\8270-BM072823.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41187.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 4.704 218 258 263 rBV5 353406 2473700 2.16% 0.291%
2 5.369 366 371 377 rBV 981768 1464525 1.28% 0.172%
3  6.157 499 505 515 rVB 2124885 2819628 2.46% 0.331%
4 6.987 627 646 652 rBV 973911 3126898 2.73% 0.367%
5 7.904 790 802 839 rVV 15979848 43286117 37.83% 5.084%

6 8.975 977 984 992 rBV 1981779 3209191 2.80% 0.377%
7 9.375 1003 1052 1057 rBV 4781173 28842203 25.21% 3.387%
8 10.492 1158 1242 1244 rBV 7444250 104762455 91.55% 12.303%
9 12.327 1546 1554 1555 rBV 716835 1233939 1.08% 0.145%
10 13.033 1627 1674 1677 rBV 9361892 75670982 66.13%  8.887%

11 13.086 1677 1683 1693 rVV 4804224 6957424 6.08% 0.817%
12 13.186 1694 1700 1710 rVB 1479886 2195432 1.92% 0.258%
13 14.351 1891 1898 1903 rBV 2117718 2768430 2.42% 0.325%
14 14.469 1910 1918 1931 rVB 1176526 1901080 1.66% ©.223%
15 14.727 1951 1962 1969 rBvV2 759313 1829363 1.60% ©.215%

16 14.804 1969 1975 1980 rVB 9040810 11283917 9.86% 1.325%
17 15.116 1990 2028 2031 rBV 15259769 114428788 100.00% 13.439%
18 15.968 2168 2173 2179 rVB 2350371 3269392 2.86% ©.384%
19 16.392 2240 2245 2250 rBV 13915536 24586589 21.49%  2.887%
20 16.445 2250 2254 2259 rVV 20827217 41342467 36.13%  4.855%

21 16.498 2259 2263 2274 rVB 16006434 28396845 24.82%  3.335%
22 16.663 2280 2291 2296 rBV2 3663062 6914521 6.04% 0.812%
23 16.710 2296 2299 2302 rVV 906368 1397329 1.22% 0.164%
24 16.751 2302 2306 2320 rVB 2113487 3874754  3.39%  0.455%
25 16.998 2342 2348 2363 rVB 16745492 30366072 26.54% 3.566%

26 17.227 2379 2387 2392 rVB 1401756 1924517 1.68% 0.226%
27 18.015 2513 2521 2527 rBV 741052 1578889 1.38% ©.185%
28 18.139 2536 2542 2550 rBV 5693657 8991123 7.86% 1.056%
29 19.056 2693 2698 2706 rBV2 2523234 5578059 4.87% 0.655%
30 19.298 2736 2739 2742 rVV 3047621 4233761 3.70% 0.497%
31 19.327 2742 2744 2750 rVVv2 1811503 2335708 2.04% ©.274%
32 19.421 2755 2760 2764 rVV 4842168 6341617 5.54% 0.745%
33 19.656 2796 2800 2806 rVB2 1262924 1702635 1.49% 0.200%
34 19.751 2811 2816 2824 rVB 3215770 3974472 3.47%  0.467%
35 19.862 2830 2835 2841 rVV 8401663 9672943 8.45%  1.136%
36 20.168 2878 2887 2889 rBV2 776688 1425739 1.25% 0.167%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.215 2889 2895 2906 rVV 2578226 6862220 6.00% 0.806%
38 20.309 2906 2911 2915 rVB 3836210 4573913 4.00% 0.537%
39 20.515 2939 2946 2963 rVB 3396902 6390776 5.58% 0.751%
40 20.703 2974 2978 2993 rBV 2278300 7378928 6.45% 0.867%
41 20.821 2994 2998 3014 rVV 3934181 6609409 5.78% 0.776%
42 21.139 3047 3052 3056 rBV 2821601 3354127 2.93% 0.394%
43 21.303 3076 3080 3087 rBV 3122242 3430228 3.00% 0.403%
44 21.427 3097 3101 3108 rBV 1603598 2217503 1.94% 0.260%
45 22.033 3201 3204 3212 rVB 1542863 1976376 1.73% 0.232%
46 22.127 3216 3220 3229 rVB 658060 1261482 1.10% 0.148%
47 22.492 3277 3282 3293 rVB 1493686 2070067 1.81% 0.243%
48 23.121 3384 3389 3396 rBV 1098040 1860118 1.63% 0.218%
49 23.603 3466 3471 3478 rVB 740599 1254814 1.10% 0.147%
50 23.791 3497 3503 3515 rVB 1124952 2200389 1.92% 0.258%

51 24.533 3622 3629 3641 rVB3 714024 2005133 1.75% ©.235%
52 25.121 3713 3729 3741 rBV2 18064032 67230011 58.75% 7.895%
53 27.156 4055 4075 4086 rBV 13958461 61261242 53.54% 7.195%
54 28.232 4231 4258 4296 rVB 8107452 73400052 64.14% 8.620%

Sum of corrected areas: 851498292
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM041187.D\data.ms
2e+07
7.904
1.5e+07
1le+07
10.492
5000000 9.375
6.157 8.975
5.369
4.704 6.987 t
0\\‘\\\\‘\\\\‘\\ T \‘ ‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM041187.D\data.ms
26407 16445
16498 16.998
15.116
1.5e+07 16.392
1e+07 13.033 14.804 19.862
aloss 18.139 19.421
5000000 6.663
14.351 15.968 16.751
.186 7.227
12.327 16463 7 10
L S A A R e e e A
Time--> 12.00 1250 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
Abundance TIC: BM041187.D\data.ms
2e+07
25.121
1.5e+07 27.156
+
lex07 28.232
5000000
23.121 23.@\@%91 24533
0 I ——
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Decanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.033 796.08 ng 75671000  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Nonanoic acid 158 C9H1802 000112-05-0 58
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Alpha-1-rhamnopyranose 164 C6H1205 035810-56-1 50
5 Hexanoic acid 116 C6H1202 000142-62-1 47
Abundance Scan 1674 (13.033 min): BM041187.D\data.ms (-1627) (- | m/z 72.95 100.00%
73.0
41.0
5000 1291 /t
PSS
101.0, :
0 m‘H"W‘M“MH‘Hw‘MHw“‘1‘7‘;2;‘1”Hw‘zﬁ‘l‘-?‘”?ﬁ?;“ m/z 59.95 93.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #46966: n-Decanoic acid
73.0
129.0
5000 — :
43.0 13.00
m/z 41.05 49.54%
LI gEoLY | | 1720
H\‘HH‘H\H\ \‘}H‘H\\H‘\\H‘\\H‘HH‘H}\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #35300: Nonanoic acid
60.0
1 T
13.00
5000 m/z 55.00 43.96%
115.0
29.0 ‘
R R
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15395: Heptanoic acid T T
60.0 13.00
m/z 43.05 42.00%
5000
29.0H
101.0
Ao Y L
m/z--> 20 40 60 80 100120140160180200220240260 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Pentadecane, 7-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.804 118.71 ng 11283900  Acenaphthene-di1e 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 91
2 Decane, 5-propyl- 184 C13H28 017312-62-8 90
3 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 90
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

Abundance Scan 1975 (14.804 min): BM041187.D\data.ms (-1969) (- | m/z 57.05 100.00%
57.0

- A J\/L
‘ 1121 14‘56 15‘06
141.0 : :
o‘_m“cH!‘H“Hp‘luHuu!M_MF’L‘H‘_‘1‘%2“‘2“2‘1“1“2‘””",‘%‘?,1‘“ m/z 71.05 89.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 J\14‘50‘ ‘15‘00‘
85.0 : :
m/z 43.05 60.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59032: Decane, 5-propyl-
57.0
— ——
14.50 15.00
5000 ITI/Z 85.05 40.08%
85.0

T h\ I

m/z--> 20 40 60 80 100120140160180200220240260280 J\
Abundance #59107: Nonane, 2-methyl-5-propyl- ‘
57.0 14.50 15.00

m/z 41.00 34.26%

=

5000
85.0

27.0
i Lo A

—
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.116 1203.83 ng 114429000  Acenaphthene-dile 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Nonanoic acid 158 C9H1802 000112-05-0 47
5 Octanoic acid 144 C8H1602 000124-07-2 46
Abundance Scan 2028 (15.116 min): BM041187.D\data.ms (-1990) (- | m/z 73.00 100.00%
73.0
41.0
5000
129.0
—— —
71.1 15.00 15.50
200.2
ok Wm” I Ly ‘ F Lo 2591 m/z 60.00  81.86%
miz-> 50 100 150 200 250
Abundance #75716: Dodecanoic acid
60.0
5000 f— —
129.0 15.00 15.50
29.0 m/z 41.05 52.42%
LB B
. “‘ W‘H‘\ h“ ‘Hhu‘ dw\ ;\m‘ I \}‘ I “ ‘2‘0?"0‘ — N
miz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid
60.0
—— —
15.00 15.50
5000 m/z 43.05 49.,68%
29.0 129.0
70 ‘ ‘ 186.0
. ““ U\ n“ H‘H ‘dh‘ﬁ H“ “‘H\‘ \‘ . “ 1
miz--> 50 100 150 200 250
Abundance #46961: n-Decanoic acid T —
60.0 15.00 15.50
m/z 55.05 48.87%
5000
129.0
29.0
172.0
‘M‘ L‘\ u“ H‘H ‘HMP‘?H;\OH\“ | . ‘\ — — / .
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.392 255.51 ng 24586600  Phenanthrene-d1e 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 80
2 1-Hentetracontanol 593 C41H840 040710-42-7 53
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 50
4 Hexanoic acid, 3,5,5-trimethyl-,... 340 C22H4402 1000406-26-2 50
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 50

Abundance Scan 2245 (16.392 min): BM041187.D\data.ms (-2240) ({ | m/z 57.10 100.00%
57.1

5000

%.

—
140.0 16.00 16.50

9 2132 -
_HHu“«hwlww_Hu‘HH‘2?‘1;9‘H,mwwm,www m/z 41.05 15.97%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0

o

%.

5000 T
16.00 16.50

m/z 83.05 14.82%

l 140.0 213.0
‘\\J\\H‘\]\l\\i‘\\\\‘\\\\‘\“H‘\H\‘\\H’\H\‘\H\‘HH’\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346255: 1-Hentetracontanol
57.0
— =
16.00 16.50
5000 m/z 69.05 13.95%

5.0
| ﬁu 1950 278.0343.0 432050205720

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester T
57.0 16.00 16.50

m/z 55.05 11.57%

-

5000

5.0
J M‘I\A. 2100

406.0

=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

2
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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-Octanol, 5,7,7-trimethyl-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.445 429.64 ng 41342500  Phenanthrene-di10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 64
2 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-4 53
3 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 50
4 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 50
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 50
Abundance Scan 2254 (16.445 min): BM041187.D\data.ms (-2250) (- m/z 57.10 100.00%
57.1
16.50
14022132 ' ;
O b e e e e e e e e m/z 83.10 18.01%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 1
16.50
m/z 41.05 16.89%
L e-0213.0
‘HH‘HH‘HH‘HH‘\H\‘H\\‘HH‘HH’HH‘\H\’HH‘HH’HH‘HH
m/z--> 0 50 100150200250300350400450500550600650
Abundance #277593: Hexanoic acid, 3,5,5-trimethyl-, pentadec-4-yl €
57.0 141.0
—=
16.50
5000 m/z 69.10 15.45%
A, lawo
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349033: Tetratriacontyl heptafluorobutyrate e
57.0 16.50
m/z 55.05 12.46%
5000
‘ %,“2220 306.0 390.0 476.0 672.!
e et e e e e e e
m/z--> 0 50 100150200250300350400450500550600650 16.50
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43

Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

arch Compound Report

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.498 295.11 ng 28396800  Phenanthrene-d1e 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 80
2 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-4 53
3 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 50
4 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 50
5 Decan-2-yl isobutyl carbonate 258 C15H3003 1000372-79-5 50

Abundance Scan 2263 (16.498 min): BM041187.D\data.ms (-2259) (- | m/z 57.10 100.00%
57.1
5000 Aggj
1650
1111 213.2
0 ‘Hh"h““h‘Jm‘H"‘H"2‘95‘9_“3‘5‘5“1"_m_m_‘ m/z 83.10 18.40%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000
1650
m/z 41.05 16.87%
140.0
\\‘\\“‘\.‘\‘I\J‘\h\‘\\‘\\\\2‘]-\3\\0\2‘\79\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #277593: Hexanoic acid, 3,5,5-trimethyl-, pentadec-4-yl €
57.0 141.0
e
16.50
5000 ITI/Z 69.10 15.82%
‘ ’ 210.0
VT 11 RS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #341707: Hexacosyl pentafluoropropionate —
57.0 16.50
m/z 55.05 12.55%
5000
111.0
1 “| ‘H§7022202780 364.0 510.(
‘H“H“_“‘“H“H"H“_“w“u“u“u“_‘ —r=
m/z--> 50 100 150 200 250 300 350 400 450 500 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.663 71.86 ng 6914520  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Undecanoic acid 186 C11H2202 000112-37-8 52
Abundance Scan 2291 (16 663 min): BM041187.D\data.ms (-2280) (- | m/z 73.00 100.00%
5000 128.9
185.1
—
228.2 16 50 17.00
oS8 “\m bbb (T 2819 3409 u; 6p 68 81.61%
mfz--> 100 150 200 250 300 350
Abundance #109279:Teuadecanok:add
2000 T 16.50 00
185.0 16.5 17, ]
298.0 m/z 43.00 66.80%
m\hH \‘\H\‘ ‘ \‘ \‘\‘\‘\\“\\’\\\\‘\\\\‘\
miz-> 100 150 200 250 300 350
Abundance #92063: Tridecanoic acid ngVKVJAwA
73.0
—1=
1650 17.00
5000 129.0 m/z 41.00 60.06%
171.0
m ‘ 214.0
H‘h”\‘u\\\“‘ “\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #75718: Dodecanoic acid
73.0 1650 1700
m/z 57.10 58.05%
5000
m/z--> 50 100 150 200 250 300 350 1650 1700

8270-BM@72823.M Tue Aug 01 05:39:15 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1-Dodecanol, 2-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.998 315.57 ng 30366100  Phenanthrene-d1e 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 91
4 1-Pentadecene 210 C15H30 013360-61-7 90
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 90

Abundance Scan 2348 (16.998 min): BM041187.D\data.ms (-2342) (- | m/z 57.10 100.00%

57.1
5000
7.0

‘ 20.0 17.00
ol kbl L (1300 1962 24122810 3269 7 7110 70.86%
miz--> 50 100 150 200 250 300 350
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
5000 k/\ﬂ
7.0 17 00

m/z 43.05 64.49%

\‘\ | h M |
L ‘ T T

u ‘h 1309 1820 2520
[ L ‘ L ’ LI ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #126381: 1-Decanol, 2-hexyl- \VJAwA
57.0

17 00
5000 7.0 m/z 55.05 54.89%
15.0 i h‘ \\‘ ‘\h \\ Jﬁ o 19802410
m/z--> 50 100 150 200 250 300 350
Abundance #161355: 1-Decanol, 2-octyl- R
57.0 17.00

m/z 85.05 47.71%

5000
7.0
‘\ I h‘ \‘ \‘“ ‘h h\ \h \ 1820 252.0 k/\/x

m/z--> 50 100 150 200 250 300 350 17 00

8270-BM@72823.M Tue Aug 01 05:39:16 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.139 93.44 ng 8991120  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 70
Abundance Scan 2542 (18.139 min): BM041187.D\data.ms (-2536) (- | m/z 73.00 100.00%
43.0
5000
129.0
—r— —
‘ ‘ 171.1 ‘ 256. 18.00 18.50
_ m ‘u‘\\ L hhi“ “\u‘m‘ u! ‘\m‘ ‘H; “‘ \‘u“‘ Lo : L‘ ‘2‘87‘--' m/z 60.00 78.29%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 —— ——
129.0 18.00 18.50
213.0 m/z 43.00 75.27%
‘ 171.0 ‘
m‘ 157 AV PR W
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
= —
430 18.00 18.50
5000 129.0 m/z 55.00 64.64%
171.0
‘ 214.0
L dm“\ }‘\H‘\} “ ‘h“ ‘\ “‘ ‘ “\‘ T
miz--> 50 100 150 200 250
Abundance #109283: Tetradecanoic acid =T T
73.0 18.00 18.50
m/z 57.10 61.75%
43.0
5000 129.0
185.0
228.0
- “\‘u‘n“ I ‘\\“H“\h\‘\ ;M‘\‘\} “ ‘ T \‘ R S — —
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM@72823.M Tue Aug 01 05:39:17 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Propionic acid, 3-iodo-, he... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.057 57.97 ng 5578060  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propionic acid, 3-iodo-, heptade... 438 C20H39I02 1000406-24-8 62
2 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 52
3 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 52
4 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 52
5 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 52
Abundance Scan 2698 (19.056 min): BM041187.D\data.ms (-2693) (- | m/z 57.05 100.00%
57.0
1290 T \
‘ H 412 19.00
ol H‘ hu‘h M‘\H“N“ \HHI‘H‘\ ‘h‘ | % - 28§ 1 3‘410‘ e m/z 43.00 92.76%
miz--> 50 100 150 200 250 300 350 400
Abundance  #321023: Propionic acid, 3-iodo-, heptadecy! ester
57.0
5000 Rl :
19.00
110 2000 m/z 55.00  72.15%
\J‘\ ‘ “\ T \“‘ L\H‘\ ‘\‘ ‘ T \ T T T ‘ \2\8\3\?\ T \3"6\5\9\ ‘ \4\.:\3\8‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #231744: Oxalic acid, allyl tetradecyl ester
41.0
T 7 \
19.00
5000 m/z 71.05 66.61%
‘ | } 241.0
A w-vM"‘H"‘m_ww_ww
m/z--> 5 100 150 200 250 300 350 400
Abundance #263801: Oxalic acid, allyl hexadecyl ester —— :
41.0 19.00
m/z 41.00 62.52%
‘\\‘\ | }2690 Sk
m/z--> 5 100 150 200 250 300 350 400 19.00

8270-BM@72823.M Tue Aug 01 05:39:19 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 11 Oleic Acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.298 44.00 ng 4233760  Phenanthrene-di10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 90
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 81
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 70
5 Palmitoleic acid 254 C16H3002 000373-49-9 64

Abundance Scan 2739 (19.298 min): BM041187.D\data.ms (-2736) (- | m/z 55.00 100.00%
55.0
w0 f MM
1900 1950
264.1 . .
ok ‘;“““lhw‘ “‘1““‘\‘“‘“\%“‘?%79 L2EEE LT 8510401 h; go.ee  78.61%
miz--> 50 100 150 200 250 300 350 400
Abundance #176208: Oleic Acid
55.0
7.0
5000 —r —
19.00 19.50
2640 m/z 41.00  66.59%
51.0 '
T \M ‘! ‘\hm““j"ﬂ{ ““h‘ \‘h\ o ‘2‘\2}“2\‘(\) T \L\ 1T (BRI B
m/z--> 50 100 150 200 250 300 350 400
Abundance #176219: 6-Octadecenoic acid, (2)-
55.0
— —
19.00 19.50
5000 m/z 83.10 60.97%
T
(L
il
m/z--> 50 100 150 200 250 300 350 400
Abundance #176229: trans-13-Octadecenoic acid — —
55.0 19.00 19.50
m/z 43.00 49.85%
5000
7.0
264.0
o a0 SN
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BM@72823.M Tue Aug 01 05:39:20 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
BM041187.D

: 31 Jul 2023 13:43
: MA/JU
: 03642-02

. 8

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 12 Octadecanoic acid Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
19.421 57.20 ng 6341620  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 62

5 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 18

Abundance Scan 2760 (19.421 min): BM041187.D\data.ms (-2755) (- | m/z 73.00 100.00%
0

5000 129.0

:

185.1 241.2

[ s
‘HWMMM\\ | ‘\Hhﬁﬁ L‘M“3?§9A2¥9 m/z 43.00
100 150 200 250 300 350 400

#179089: Octadecanoic acid
73.0

71
5000 129.0
185 0 541 0284 0

miz--> 100 150 200 250 300 350 400

0’ 80.15%

m/z-->
Abundance

%

19.50
m/z 60.00

78.99%

%

Abundance #109281: Tetradecanoic acid
73.0
19.50
5000 m/z 57.10 67.84%
129.0
29. 185.0228.0
““ H‘\’u‘w \M ‘ML‘H} “‘\‘m‘\ “\‘ \’ , “\‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid ——
73.0 19.50
m/z 55.00 63.85%
5000 129.0
29.
199.0242:0
’w‘“ ““‘ ” —
m/z--> 50 100 150 200 250 300 350 400 19.50

8270-BM@72823.M Tue Aug 01 05:39:21 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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-Octanol, 5,7,7-trimethyl-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.215 61.89 ng 6862220  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 64
2 Hexacosane 366 C26H54 000630-01-3 59
3 1-Heptadecene 238 C17H34 006765-39-5 55
4 Decyl isobutyl ether 214 C14H300 1010406-32-5 53
5 3-Propionyloxytridecane 256 C16H3202 1000245-62-5 53

Abundance Scan 2895 (20.215 min): BM041187.D\data.ms (-2889) (- | m/z 57.10 100.00%

57.1
5000

99.0 — 7

96.2 20.00 20.50
0 H‘JH‘M$ Mh*4ﬁ¥‘%“““?59?3¥%%3?5949}: m/z 83.10 15.11%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty /\“/\/M
57.0
5000 T
20.00 20.50

m/z 99.00 15.02%

400
T ‘\ \H “ M \“\ h“ \h \‘\ ’ \ T \2‘1\‘3\0\2\5‘5\ \o\ T ‘ L ’ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane
57.0

T
20.00 20.50

5000 ITI/Z 41.00 13.85%
A h‘ L 10183.0225.0267.0300.0_366.0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #121340: 1-Heptadecene T ——
57.0 20.00 20.50

m/z 69.00 12.48%

5000
11.0
154 | MJLM154019602380

m/z--> 50 100 150 200 250 300 350 400 20.00 20.50

8270-BM@72823.M Tue Aug 01 05:39:22 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Benzoic acid, tridecyl ester Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.309 41.25 ng 4573910  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 87
3 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 87
4 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 86
5 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 83
Abundance Scan 2911 (20.309 min): BM041187.D\data.ms (-2906) (- | m/z 123.00 100.00%
123.0
5000
|
55.0 —  ———
nn 182.2937 1  304.1354.9 475 20.00 2050
oL R e m/z 105.00  75.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204852: Benzoic acid, tridecyl ester
123.0
5000
20.00 20.50
43.0 m/z 77.00  32.64%
182.0
‘illlf\ \h\\\“\\\‘\‘\\\\‘\\\3\()‘4\'.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #270137: Benzoic acid, heptadecyl ester
123.0
o e
20.00 20.50
5000 m/z 55.00 17.13%
55.0
bkl 2780 2380 800
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #283301: Benzoic acid, octadecyl ester —_— ——
123.0 20.00 20.50
m/z 43.00 16.51%
5000
55.0
ol 1780 2520 374.0
A — : :
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50

8270-BM@72823.M Tue Aug 01 05:39:23 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43

Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 15 12-Hydroxystearic acid Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
20.515 57.64 ng 6390780  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 94
2 5-Methoxy-2-nitrobenzoic acid 197 C8H7NO5 001882-69-5 22
3 1-Dodecene 168 C12H24 000112-41-4 18
4 Thiophene, 2-decyl- 224 C14H24S 024769-39-9 14
5 Pyrollidine, 2,5-bis(imino)- 97 C4H7N3 000503-84-4 14

Abundance Scan 2946 (20.515 min): BM041187.D\data.ms (-2939) (- | m/z 55.00 100.00%
55.0
197.1
5000
U \
liis
ol ‘1"\““w““‘l““\u““‘M‘ byl 263.18123 368.2416.1 /7 197,10 68.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #199811: 12-Hydroxystearic acid
55.0
197.0
5000 — :
20.50
" 11.0 m/z 97.10 55.79%
i ‘L“‘TN‘H\‘ M ‘\““\‘H“ ‘W \"H\”\‘ T ‘\‘ “\ -y T \2‘6\4\9\ JLANLL L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #72906: 5-Methoxy-2-nitrobenzoic acid
197.0
63.0 U \
20.50
5000 123.0 m/z 69.05 46.36%
B 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #43466: 1-Dodecene T
55.0 20.50
m/z 41.00 42.54%
5000
11.0
AL e .
m/z--> 50 100 150 200 250 300 350 400 20.50

8270-BM@72823.M Tue Aug 01 05:39:24 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 16 1-Decanol, 2-hexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.703 66.55 ng 7378930  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 50
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 50
3 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 43
4 Butyl tetradecyl ether 270 C18H380 1000406-40-4 43
5 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 38

Abundance Scan 2978 (20.703 min): BM041187.D\data.ms (-2974) (- | m/z 57.05 100.00%

57.0
5000

1
140.1 20.50 21.00

241.2
oo LU 2420070 ss50 171 4800 L g3 10 1.0

miz--> 50 100 150 200 250 300 350 400 450
Abundance #126386: 1-Decanol, 2-hexyl-
57.0

5000

—
111.0 20.50 21.00
m/z 71.00 16.14%

T \\‘\‘ “\I\ ‘\“\‘”‘ \h\‘i‘\ "\‘ ‘“\\J-\g\?.\o\ TT ‘\ T \\’\ TT \‘ TTT \‘ TTTT ‘ TTTT ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0

1
20.50 21.00
5000 m/z 69.00 14.75%

‘ "111-01680
. .

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

Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty T
57.0 20.50 21.00
m/z 41.00 14.16%

B UL\/U\U
140.0
i 2130 5700

by

T T
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00

8270-BM@72823.M Tue Aug 01 05:39:26 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Benzoic acid, tridecyl ester Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.821 59.61 ng 6609410  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 91
3 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 91
4 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 90
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 86
Abundance Scan 2998 (20.821 min): BM041187.D\data.ms (-2994) (- | m/z 123.00 100.00%
123.0
5000 A
|
20 20.50 21.00
196.2 : :
ol H ‘\“L ﬂh ‘k“‘w“““ L 270f 2810 3850 4170 489 'n/z 105.00  69.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #204852: Benzoic acid, tridecyl ester
123.0
5000
20.50 21.00
43.0 m/z 77.00  30.34%
182.0
\“\ ‘\H““L“‘\“\hw““\l\‘\ T “\ T \‘\‘ TTTT ‘ T \\3\()‘4\.9\ T ‘ TTTT ’ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #270137: Benzoic acid, heptadecyl ester
123.0
Py ——
20.50 21.00
5000 m/z 43.00 18.09%
55.0
Al L, 2780 2380 3600
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #283301: Benzoic acid, octadecyl ester — ——
123.0 20.50 21.00
m/z 55.00 17.95%
5000
55.0
Al 1780 2520 374.0
R A AR E e e — —
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 2-Hexyldecyl acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.121 611.07 ng 67230000 Perylene-d12 23.791
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyldecyl acetate 284 C18H3602 082409-75-4 64
2 2-Hexyldecyl butyrate 312 C20H4002 1072782-00-3 64
3 2-Hexyldecyl propionate 298 C19H3802 1072781-99-7 58
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 55
5 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 53
Abundance Scan 3729 (25.121 min): BM041187.D\data.ms (-3713) (- | m/z 57.05 100.00%
57.0
5000
257.3 /\A
126.1 — —
| A ‘ ‘ 25.00 25.50
- “\““W bl w Jm 1, 3233 3914 4625 535. ./, 71.10  69.27%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179094: 2-Hexyldecyl acetate
43.0
5000 — ——
111.0 25.00 25.50
m/z 43.05 61.52%
\J\“H\‘J \‘\L\\J}\W’\WBI\‘2\2\4\.\()‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #214915: 2-Hexyldecyl butyrate
71.0
= —
25.00 25.50
5000 ITI/Z 83.05 51.24%
224.0
e P S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #197289: 2-Hexyldecyl propionate = — T
57.0 25.00 25.50
m/z 69.05 51.12%
5000 \A
\W“A,ZM%WO, L S
m/z--> 50 100 150 200 250 300 350 400 450 500 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43

Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 19 Hexadecane, 1-iodo- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
27.156 556.82 ng 61261200  Perylene-d12 23.791
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
2 2-Hexyldecyl butyrate 312 C20H4002 1072782-00-3 70
3 2-Hexyldecyl acetate 284 C18H3602 082409-75-4 70
4 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 68
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 64

Abundance Scan 4075 (27.156 min): BM041187.D\data.ms (-4055) (- | m/z 57.05 100.00%
57.0
5000
285.3
126.1 224.3 N ]
‘ {}‘ ‘ 27.00 27.50
o AR \*_HM"‘3“5‘1“4“‘}?9““_“‘99‘5549' m/z 71.05 70.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 — —
27.00 27.50
2950 m/z 43.05 58.84%
127.0
L ’E ‘ 352.0
\TT‘\1\‘!\\T‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #214915: 2-Hexyldecyl butyrate
71.0
= —
27.00 27.50
5000 m/z 83.10 49, 80%
139.0
224.0
LA ‘H‘M{\"‘u"mw‘?‘9“‘;-9‘WH_MW_HW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179094: 2-Hexyldecyl acetate T —
43.0 27.00 27.50
m/z 85.10 49.77%
5000
111.0 /\//\
il o L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM@41187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Carbonic acid, dodecyl prop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.232 667.15 ng 73400100  Perylene-d12 23.791
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 43
2 Pentacosane 352 C25H52 000629-99-2 38
3 2,5,5-Trimethyl-3-oxo-pyrroline,... 141 C7H11NO2 1000305-90-5 35
4 Carbonic acid, decyl dodecyl ester 370 C23H4603 1000383-16-1 35
5 Heptyl hexadecyl ether 340 C23H480 1000406-39-4 27

Abundance Scan 4258 (28.232 min): BM041187.D\data.ms (-4231) ({ | m/z 57.10 100.00%

57.1
5000

’ 140-1196.2252 3 28.00 28.50
I
ol bbby Lpl 172523 33013872 4610 839t . 7110 14.78%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester
57.0

5000
28.00 28.50
m/z 83.10 12.91%

\“\‘\“ I\WI’\‘ﬂE?.{?\‘\\\2‘1\3\.\0\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262011: Pentacosane
57.0

28.00 28.50
5000 m/z 85.10 12.08%
113.0
J JJJJLI}P?P??5028LO 352.0
——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #21818: 2,5,5-Trimethyl-3-oxo-pyrroline, 1-oxide = —
57.0 28.00 28.50

m/z 140.05 10.89%

5000
141.0
\u’

—
m/z--> 50 100 150 200 250 300 350 400 450 500 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@73123\
Data File : BM041187.D

Acqg On : 31 Jul 2023 13:43
Operator : MA/JU

Sample : 03642-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
n-Decanoic acid 13.033 796.1 ng 75671000 3 14.469 1901080 20.0
Pentadecane, 7-... 14.804 118.7 ng 11283900 3 14.469 1901080 20.0
Dodecanoic acid 15.116 1203.8 ng 114429000 3 14.469 1901080 20.0
1-Octanol, 5,7,... 16.392 255.5 ng 24586600 4 17.227 1924520 20.0
1-Octanol, 5,7,... 16.445 429.6 ng 41342500 4 17.227 1924520 20.0
1-Octanol, 5,7,... 16.498 295.1 ng 28396800 4 17.227 1924520 20.0
Tetradecanoic acid 16.663 71.9 ng 6914520 4 17.227 1924520 20.0
1-Dodecanol, 2-... 16.998 315.6 ng 30366100 4 17.227 1924520 20.0
n-Hexadecanoic ... 18.139 93.4 ng 8991120 4 17.227 1924520 20.0
Propionic acid,... 19.057 58.0 ng 5578060 4 17.227 1924520 20.0
Oleic Acid 19.298 44.0 ng 4233760 4 17.227 1924520 20.0
Octadecanoic acid 19.421 57.2 ng 6341620 5 21.427 2217500 20.0
1-Octanol, 5,7,... 20.215 61.9 ng 6862220 5 21.427 2217500 20.0
Benzoic acid, t... 20.309 41.3 ng 4573910 5 21.427 2217500 20.0
12-Hydroxystear... 20.515 57.6 ng 6390780 5 21.427 2217500 20.0
1-Decanol, 2-he... 20.703 66.6 ng 7378930 5 21.427 2217500 20.0
Benzoic acid, t... 20.821 59.6 ng 6609410 5 21.427 2217500 20.0
2-Hexyldecyl ac... 25.121 611.1 ng 67230000 6 23.791 2200390 20.0
Hexadecane, 1-i... 27.156 556.8 ng 61261200 6 23.791 2200390 20.0
Carbonic acid, ... 28.232 667.2 ng 73400100 6 23.791 2200390 20.0
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