LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc :

ALS Vvial : 10 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF136573.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.634 598 603 628 rVB 574350 1365480 1.35% 0.178%
2 7.028 806 840 841 rBV3 11725438 101191043 100.00% 13.217%
3 7.387 896 901 906 rVB 1464593 1381039 1.36% 0.180%
4 7.563 916 931 939 rVB2 1761752 2740296 2.71% ©0.358%
5 8.022 972 1009 1011 rBV3 2251180 12154838 12.01% 1.588%
6 8.157 1030 1032 1034 rVB 3726232 2678508 2.65% 0.350%
7 9.151 1172 1201 1203 rBV 5189203 19056729 18.83% 2.489%
8 9.645 1282 1285 1287 rBV 1452856 1639143 1.62% 0.214%
9 9.875 1318 1324 1327 rVB2 2457399 2345500 2.32% 0.306%
10 10.298 1355 1396 1397 rBV3 8330962 62560905 61.82% 8.172%
11 10.627 1448 1452 1455 rVB 1113438 1031084 1.02% 0.135%

12 10.675 1456 1460 1468 rVV2 3239913 4243621 4.19% 0.554%
13 10.939 1486 1505 1507 rBV 10544499 40037763 39.57% 5.230%
14 10.963 1507 1509 1517 rVV 9984403 12151165 12.01% 1.587%

15 11.198 1518 1549 1553 rVV2 9645633 67618624 66.82%  8.832%
16 11.251 1554 1558 1563 rVV 719371 1215499 1.20% 0.159%
17 11.298 1563 1566 1569 rVV 1200078 1089965 1.08% 0.142%
18 11.733 1636 1640 1643 rVB 2555819 2178862 2.15% ©.285%
19 12.010 1661 1687 1693 rVV3 9583373 51680725 51.07% 6.750%
20 12.069 1694 1697 1702 rVW 666282 1042195 1.03% 0.136%
21 12.133 1702 1708 1711 rVB 6717335 6823824 6.74% 0.891%
22 12.469 1753 1765 1768 rVB2 9179999 22555471 22.29%  2.946%

23 12.551 1768 1779 1782 rBV 9555014 17491917 17.29%  2.285%
24 12.751 1792 1813 1815 rBV7 11714469 55185420 54.54% 7.208%
25 12.969 1840 1850 1859 rVB6 11716252 32496591 32.11%  4.245%

26 13.186 1883 1887 1895 rVB 5409054 6257806 6.18% 0.817%
27 13.280 1895 1903 1905 rBV 8052898 10132691 10.01%  1.324%
28 13.410 1920 1925 1928 rBV2 2373690 3093152 3.06% 0.404%
29 13.492 1934 1939 1950 rVB2 4291930 6025049 5.95% 0.787%
30 13.580 1950 1954 1956 rBV 3624085 3492101 3.45% 0.456%
31 13.621 1956 1961 1964 rVB 7179835 8314252 8.22% 1.086%
32 13.845 1994 1999 2002 rVB 5940200 6390970 6.32% 0.835%
33 13.957 2012 2018 2021 rBV 6846348 7415316 7.33% 0.969%
34 14.268 2064 2071 2086 rBV2 726205 2515385 2.49%  ©.329%
35 14.433 2087 2099 2102 rBV3 10124567 30055278 29.70%  3.926%

36 14.480 2102 2107 2110 rVV2 8180954 10262484 10.14% 1.340%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.527 2110 2115 2118 rVV 1169389 1230322 1.22% 0.161%
38 14.692 2135 2143 2146 rBV 8471444 14183648 14.02% 1.853%
39 15.174 2215 2225 2233 rVB 7759624 18204553 17.99% 2.378%
40 15.504 2254 2281 2293 rVB 10859020 73997556 73.13% 9.665%

41 16.215 2396 2402 2408 rBV 657771 1210533 1.20% ©.158%
42 16.409 2429 2435 2441 rVB 936267 1660429 1.64% 0.217%
43 17.092 2543 2551 2561 rBV 387293 1146524 1.13% 0.150%
44 17.462 2605 2614 2622 rBV 991752 2462880 2.43% 0.322%
45 17.615 2630 2640 2644 rBV4 630499 1954738 1.93%  0.255%

46 18.480 2749 2787 2802 rBV 4138858 31624015 31.25% 4.131%

Sum of corrected areas: 765585889
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136573.D\data.ms
1.4e+07

1.2e+07 7.0,2/2

1le+07
8000000
6000000
4000000

2000000 2 3g7.563
5.634

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ T T T il

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF136573.D\data.ms
1.4e+07

12.751R.969
1.2e+07

1le+07
10.298 13.28

8000000

13.1
6000000 9.151

4000000 8.157 10.675

2000000 9.645 10.627

0 ‘/\'\/\J\\_J\\ T 1 7 T T L —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF136573.D\data.ms

1.4e+07

1.2e+07 15.504
1le+07
8000000

6000000
1

4000000

2000000

O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 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\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45

Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: 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 1-Hexanol, 2-ethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.028 20.00 ng 101191000 1,4-Dichlorobenzene-d4 6.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53
3 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 53
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 840 (7.028 min): BF136573.D\data.ms (-806) (-) m/z 57.05 100.00%
57.0
5000 //////{\
83.1 R
39 ‘ ‘ 121 6.80 7.00 7.20 7.40
bl 0 11219290 s 4110 41.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LB LI B I LA L
6.80 7.00 7.20 7.40
29.0 83.0 m/z 43.10  32.77%
miz--> 60 80 100 120 140 160
Abundance
57.0
A REEEREEEE NS
6.80 7.00 7.20 7.40
5000 m/z 55.05 30.47%
29.0 83.0
112.0
Ot il e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #94094: Heptyl isobutyl carbonate R REEEREEEE NS
57.0 6.80 7.00 7.20 7.40
m/z 56.05 23.64%
5000
290
o ‘\ L e 720 1190 610
““‘ “‘ L L e P
m/z--> 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Octanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.022 20.00 ng 12154800 Naphthalene-d8 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 96
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 64
4 Heptanoic acid 130 C7H1402 000111-14-8 47
5 Pentanoic acid 102 C5H1002 000109-52-4 47
Abundance Scan 1009 (8.022 min): BF136573.D\data.ms (-972) (-) m/z 59.95 100.00%
60.0
5000
101.1 A At
7.60 7.80 8.00 8.20 8.40
0’ Mlaar  m/z 73.00  69.05%
miz--> 50 100 150 200 250 300 350
Abundance #24056: Octanoic acid
60.0
5000 EEAREEEEEEEsEEEnEnEs na]
7.60 7.80 8.00 8.20 8.40
101.0 m/z 41.10 45.03%
Ol\5l\d\ LH"“ “\‘ \“H‘\ \‘\ ]\_4\4‘.()\ 1T ‘ L ‘ T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
60.0
REARE RS e ]
127.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 43.10 43.93%
0 216.0 273.0 359.(
e e T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #9146: Hexanoic acid ERARREEE S S e
60.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10 42.64%
5000
T -
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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, methyl ester  Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.875 20.00 ng 2345500  Acenaphthene-d10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 93
2 Nonanoic acid, methyl ester 172 C10H2002 001731-84-6 83
3 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 80
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 72
5 Undecanoic acid, 11-bromo-, meth... 278 C12H23Br02 006287-90-7 59
Abundance Scan 1324 (9.875 min): BF136573.D\data.ms (-1318) (-) m/z 74.05 100.00%
74.0
5000
43.1 - _—
143.1
H ‘H REE LA, | 980 10.00
om"m"m"m“sm‘Mm"JH_MW‘MMW_ m/z 87.10  64.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92127: Dodecanoic acid, methyl ester
74.0
5000 — <
9.50 10.00
43.0 1430 1114 m/z 43.10 24.73%
1 H | |1oL0 | 214.0
O \\5\.9\\‘\\“‘\\\\‘H‘\\‘\\‘h\\\“\\\\‘\\‘\\‘\\\\‘\\‘\\“\\\\‘\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
74.0
= —r5
9.50 10.00
5000 m/z 55.10 24.16%
43.0
ol150 1010 1290 0,
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75771: Undecanoic acid, methyl ester . =
74.0 9.50 10.00
m/z 41.05 22.31%
5000
41.0
150 H H U 101.0 14‘30 169.0 200.0
o"""""""""‘u"""""‘wawwww = —t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.298 533.46 ng 62560900  Acenaphthene-d10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 n-Decanoic acid 172 C1eH2002 000334-48-5 53
3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 49
4 Octanoic acid 144 C8H1602 000124-07-2 47
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 46
Abundance Scan 1396 (10.298 min): BF136573.D\data.ms (-1355) (- m/z 73.05 100.00%
41.1
5000
129.1
—4 —
71.1 10.00 10.50
200.2
Olrrrpree A P,,,%O‘ m/z 60.05 86.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75716: Dodecanoic acid
60.0
A
5000 —t ——
129.0 10.00 10.50
29.0 m/z 55.10 60.46%
AR e
OH\‘\‘H\‘“‘HH\“\uH‘le\}w\\h\‘H‘HWHH’H‘H‘HH}H\\‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0
— —
10.00 10.50
5000 129.0 m/z 41.10 60.45%
29.0
97.0 172.0
Ot A bbbt e e b prrrrprrrr e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14720: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- —5 —=
43.0 10.00 10.50
m/z 43.10 58.95%
129.0
5000
‘ ‘ 87.0
Olerrprerelelberttbrerbr e || et
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 3
R.T. EstConc Area Relative to ISTD R.T.
10.939 734.66 ng 40037800  Phenanthrene-di10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 90
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 58
3 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 53
4 Butyl hexacosyl ether 438 C30H620 1000406-41-0 53
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 53
Abundance Scan 1505 (10.939 min): BF136573.D\data.ms (-1486) (- m/z 57.10 100.00%
57.1
5000
140.2 11.00
213.2
o_"a_‘m‘wmm‘MHwH_m_m_WWWWW m/z 41.10  17.40%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbut
57.0
5000 T
11.00
m/z 83.05 15.97%
dilhap021s0
O‘\\\\‘\H\‘\‘I\L\\“\\Hl‘\‘\\\‘\\H‘\\\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100150200250300350400450500550600650
Abundance
57.0
—
11.00
5000 m/z 69.05 13.76%
169.0
0 241.0 392.0
P P e T e
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349033: Tetratriacontyl heptafluorobutyrate e
57.0 11.00
m/z 55.10 13.24%
5000
9.0
0 “ | % . .222.0 306.0 390.0 476.0 672.0
R e e e e e e e e
m/z--> 0 50 100150200250300350400450500550600650 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Acetic acid, 3,7,11,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.963 222.96 ng 12151200  Phenanthrene-d1e 11.333
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 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 64
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 59
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 53
5 Carbonic acid, but-2-yn-1-yl tet... 310 C19H3403 1010383-20-9 53
Abundance Scan 1509 (10.963 min): BF136573.D\data.ms (-1507) (- m/z 57.10 100.00%
57.1
5000
111 11.00
157.2 213.2
ol m‘,HE‘ H‘, e e m/z 41.10  19.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbut
57.0
5000 T
11.00
m/z 83.10 16.30%
140.0
Ob ‘\ \H"\ ‘\‘ \L‘\h" T 1 T \%‘1\\‘?’\(\)\ ‘2\79\0\ LML
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—
11.00
5000 ITI/Z 69.10 14.13%
125.0
196.0 280.0
ol b e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320429: Tricosyl trifluoroacetate —
57.0 11.00
m/z 55.10 14.08%
5000 11.0
ol LLild)y ‘L‘ | 1670 222.0266.0 322.0367.0 418.(
I B S e e A —
m/z--> 50 100 150 200 250 300 350 400 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.198 1240.75 ng 67618600  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 70
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1549 (11.198 min): BF136573.D\data.ms (-1518) (- m/z 73.05 100.00%
43.1
5000 129.1
185.2
— —
‘ ‘ 228.2 11.00 11.50
ob— H“‘““ -l ot el 2841 s Gpes  83.54%
miz-> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0
/7 #1066 594
H 228.0 m/z . . 0
ok ““ W‘ “u““‘ uh\‘\‘ “ML‘\‘\ “ - \“ e “‘ ———
miz--> 50 100 150 200 250
Abundance
73.0
—F— =
11.00 11.50
5000 m/z 41.10 63.45%
43.0 129.0
71.
0 a OZOLO
—. e
miz--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid 1 =
73.0 11.00 11.50
m/z 55.10 61.91%
129.0
5000
43.0
oHHH‘H‘“M‘MN\‘ M‘m“_l?‘z]o‘_H“HH — —
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF120523.M Fri Dec 15 ©03:44:09 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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-Decanol, 2-hexyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.251 22.30 ng 1215500  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
3 2-Hexyl-1-octanol 214 C14H300 019780-79-1 90
4 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 90
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 87

Abundance Scan 1558 (11.251 min): BF136573.D\data.ms (-1554) (- m/z 57.10 100.00%
57.1

5000

—
‘ ‘125_1 11.00 11.50
\H I

154.2182.2210.3 241. .
_mpm‘_‘lup‘!uH_Hu‘Jm‘m_”wwwwzf“l”‘?w” m/z 71.10 61.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126382: 1-Decanol, 2-hexyl-
57.0

5000 —
29.0 85.0 11.00 11.50
m/z 43.10  49.90%

125.
‘ \h ‘\ \“‘} T \“ “ \‘H‘} T ‘M‘\ T \“1‘\ ‘ ﬁ\(\)‘i]\-\sﬁ"(\)\ T ‘ %?\e‘.ﬂaz‘ﬁlg ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance

57.0

—T
11.00 11.50

o

o

5000 85.0 ITI/Z 55.10 46.427%
29.0 125.0
0 154.0182.0 224.0252.0
R N R e R RE R ARARERRRIRERENEESERRENE R
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92365: 2-Hexyl-1-octanol T =
. 11.00 11.50
m/z 69.10 37.24%
5000 M//wv///WAAAAA
01 7 ==
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Hexadecanoic acid, methyl e... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.733  39.98 ng 2178860  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 92
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1640 (11.733 min): BF136573.D\data.ms (-1636) (- m/z 74.05 100.00%
74.0
5000
43.1
143.1 TT T CT T
227.2
H M\ 1| 51 185.1 9701 11.50 1200 _
e SNt RS m/z 87.05 74.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —r=
43.0 11.50 12.00
143.0 m/z 43.10  28.08%
0 ‘u “ ‘\‘ Il \\1150 171 0199 022\70 2790
\’HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
74.0
== —
11.50 12.00
5000/ 43.0 m/z 55.10  25.91%

0 111.0 143.0 185.0 227.0 270.0
T T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance - Tri i i

#109337: Tridecanoic acid, methyl ester = T
74.0 11.50 12.00

m/z 41.10 21.67%

" MLA]L
143.0
185.0
Il H ‘H‘ 1. 115.0 ‘ L 228.0 7 —

L s A —
miz—> 20 40 60 80 100120140160 180200220 240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.010 948.30 ng 51680700  Phenanthrene-d1e 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1687 (12.010 min): BF136573.D\data.ms (-1661) (- m/z 73.10 100.00%
3.1
41,1
5000 129.1
213.2
T T
L T LT
ol Wl o L 4Ll by L8150y 4310 87.24%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
12.00
97.0 1710 2130 256.0 m/z 60.05 79.88%
0! “H‘\‘\‘Mhu\ JH“‘M} ‘\ ‘ “ “ “‘ \‘ ““\‘ , “\‘ T
miz--> 50 100 150 200 250 300
Abundance
73.0
T T
41.0 12.00
5000 ) 129.0 m/z 55.10 76.22%
1850 9410 2840
o R R
miz--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid T
73.0 12.00
410 m/z 41.10 72.63%
5000 129.0
171.0
‘ ‘ 214.0
0, }‘\H‘h} “ ‘n“ L “‘ ‘ “\‘ e e B . ‘ ;
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45

Operator : CG\JU

Sample : 05697-02

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 11 Carbonic acid, octadecyl pr... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
12.069 19.12 ng 1042200  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 90

Abundance Scan 1697 (12.069 min): BF136573.D\data.ms (-1694) (- m/z 57.10 100.00%
57.1
. AAAA///kAA,AAWﬁbA
71
I \
‘ ‘ 9.1 1822 2242 12.00
e “‘ Mn - 2851 m/z 71.10  60.05%
miz-> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 —— :
12.00
‘ m/z 43.10 47.50%
oL i b w B0, 2280 270,
miz--> 50 200 250 300
Abundance
57.0
R \
12.00
5000 m/z 85.10 41.71%
97.0
0 140.0 196.0 269.0
717
miz--> 50 100 150 200 250 300
Abundance #217604: Ethanol, 2-(octadecyloxy)- T
57.0 12.00
m/z 55.10 40.86%
283.0
o25l0l | w‘ ‘\w 410 1830 2200 2830315, .
m/z--> 50 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Isopropyl palmitate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.133 125.21 ng 6823820  Phenanthrene-d10 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 i-Propyl 14-methyl-pentadecanoate 298 C19H3802 1000336-62-4 50
4 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30
5 n-Decanoic acid 172 C10H2002 000334-48-5 11

Abundance Scan 1708 (12.133 min): BF136573.D\data.ms (-1702) (- m/z 43.10 100.00%
3.1

43.
102.1
256.1
5000
T
b ‘n‘\‘ W , \;M\ bl gl

T
5‘71‘ | 2132 12.00 12.50

— bl bl b 2985 s 6e.e5  64.65%

m/z--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0

5000 T
256.0 12.00 12.50
m/z 102.05 61.96%

157.0 213.0
— h“ J\M“ \‘M\ wl “ L ‘ \‘ ‘\ . | o “ - L | “‘ : ‘2‘98‘(
miz--> 50 100 150 200 250 300
Abundance

4.0 256.0

T
12.00 12.50

o

5000 ITI/Z 256.15 54.01%
129.0
p3.0 213.0
171.0

(YRR I S0 P DYARSR NS A VR A

miz--> 50 100 150 200 250 300
Abundance #197333: i-Propyl 14-methyl-pentadecanoate — ‘ ‘/\r
57.0 102.0 256.0 12.00 12.50

m/z 57.10 53.76%

298.( M

T T
m/z--> 50 100 150 200 250 300 12.00 12.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 13 1@-Octadecenoic acid, methy... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

12.469 413.88 ng 22555500  Phenanthrene-d1e 11.333

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99

Abundance Scan 1765 (12.469 min): BF136573.D\data.ms (-1753) (- m/z 55.10 100.00%
55.1

5000 97.1

=

—
12.50
m/z 69.10 67.25%

m ng 180.2 2222
n M\ i

H 296.3

o

miz--> 50 100 150 200 250 300

Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0

=

5000

T
12.50
264.0 m/z 41.10 62.40%

180.0 222.0

0
miz--> 50 100 150 200 250 300
Abundance
55.0
——
12.50
5000 ITI/Z 74.05 59.66%
87.0
264.0
. 123.0 180.0 222.0 296.0
B L e
miz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester B
. 12.50

m/z 83.10 55.65%

5000

23.0 296.0

=

T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.551 320.96 ng 17491900  Phenanthrene-d1e 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
4 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
Abundance Scan 1779 (12.551 min): BF136573.D\data.ms (-1768) (- m/z 74.05 100.00%
74.0
5000 /J\
411 143.1
: 255.2 LN ‘
‘ ‘ H ‘ 199.2 S 12.50
ot L ‘“ h L b L T gz 87.05 77.88%
miz--> 150 200 250 300
Abundance #197277: Methyl stearate
74.0
5000 wec s
143.0 255.0 : : .
43.0 199.0 m/z 43.10 34.39%
O T T \ \“ ‘M‘\ ‘\‘ \‘H\‘% \‘\ ‘\ \ ‘ ‘\ T \‘\ “‘ \‘ T T \ ‘\ “\ T T “ T
miz-> 100 15 200 250 300
Abundance
74.0
T 7
12.50
5000 m/z 55.10 28.32%
28.0
143.0 255.0 298.0
111.0 199.0
(o LR I LTS NN TN S A
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester —— :
74.0 12.50
m/z 41.10 24.24%
5000
43.0
143.0
‘ || 1110 \ 185.0 227.0 2700
owww‘”‘“h e e
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 15 (E)-9-Octadecenoic acid eth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.751 148.84 ng 55185400  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-9-Octadecenoic acid ethyl ester 310 C20H3802 006114-18-7 94
2 Ethyl Oleate 310 C20H3802 000111-62-6 91
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 76
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 76
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 68

Abundance Scan 1813 (12.751 min): BF136573.D\data.ms (-1792) (- m/z 55.10 100.00%

5[:
5000
264.1

s
m 37.0 180.2 2222 “ 4103 12.50 13.00
0 Wuwwuwﬂ“m A S 38 myz 41.10 70.16%

miz--> 50 100 150 200 250 300 350
Abundance #212191: (E)-9-Octadecenoic acid ethyl ester
55.0
m37
1

5000 : 7
264.0 12.50 13.00
2220 ' m/z 69.10  63.26%
0 180 0
310.0
0 \H\h H\ u‘um‘ H\ ' “\““1”“‘
miz--> 50 50 200 250 300 350
Abundance
55.0
—— —
12.50 13.00
97.0 o
5000 264.0 m/z 83.10 51.25%
180.0 222.0
137.0 : 310.0
((REURPUR LR A UG VRN PR MDA S
m/z--> 50 100 150 200 250 300 350
Abundance #194419: 10-Octadecenoic acid, methyl ester —r— —
55.0 12.50 13.00

m/z 43.10 46.72%

5000

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Benzoic acid, tridecyl ester Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.280 27.33 ng 10132700  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 91
3 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 91
4 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 91
5 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 90
Abundance Scan 1903 (13.280 min): BF136573.D\data.ms (-1895) (- m/z 123.00 100.00%
123.0
5000
77.0
13.00 13.50
ol LML 18222072 28333263 415. . i0c 00 72.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204852: Benzoic acid, tridecyl ester
123.0
5000
13.00 13.50
77.0 m/z 77.05  28.57%
182.0
0 \“\iﬂ“u\“h"\“‘\““\‘\\\‘\\\‘\ ‘ L ‘ T \3\0’4\(\)\ T ‘ L ‘ T
m/z--> 100 150 200 250 300 350 400
Abundance
123.0
13.00 13.50
5000 m/z 55.10 15.86%
77.0
000 eeP00 ;o
m/z--> 50 100 150 200 250 300 350 400
Abundance #283301: Benzoic acid, octadecyl ester T 7
123.0 13.00 13.50
m/z 69.10 13.41%
5000
55.0
ol Uil 1780 2520 3740 ~e UL U
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 17 Benzoic acid, nonadecyl ester  Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.621 22.42 ng 8314250  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 91
3 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 90
4 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 90
5 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 90

Abundance Scan 1961 (13.621 min): BF136573.D\data.ms (-1956) (- m/z 123.00 100.00%
123.0
5000
77.1
13.50 14.00
196 2
0 ‘37‘2‘“ DLl 1962 2601 3183 m/z 105.00  64.72%
miz--> 50 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
123.0
5000
13.50 14.00
77.0 m/z 77.10  24.91%
182.0
O \“\%“‘H\“h‘ ‘\“‘\“"\‘ \ L ‘ T \‘\ ’ L ‘ L \3\0‘4\0\\ T ‘ UL
miz-> 100 150 200 250 300 350
Abundance
123.0
13.50 14.00
5000 m/z 55.10 13.21%
43.0 83.0
0 168.0210.0 266.0 388.!
T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #222566: Benzoic acid, tetradecyl ester 7 —
123.0 13.50 14.00
m/z 83.10 12.49%
5000
77.0
0 ‘w(‘ﬂp‘“‘ﬂh“w‘h“,w b 003180 AUSAVENIESS
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 9-Octadecenoic acid, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.433 81.06 ng 30055300 Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 56
2 Oleic Acid 282 (C18H3402 000112-80-1 55
3 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 49
4 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 49
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 49
Abundance Scan 2099 (14.433 min): BF136573.D\data.ms (-2087) (- m/z 57.10 100.00%
57.1
o /M/\/L\L
112.1
‘ 265.1 "
ol “w “!H G ‘2‘2}“2 2 ‘ “ 3373 3944 L 2140 78.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
7.0
5000 71
14.50
264.0 m/z 55.10 55.59%
LpLjiere 2220
Ot \“‘ T “\H‘\H“\mh{‘“’h‘\h\ : T iy T T LRSI
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
——
14.50
5000 97.0 m/z 43.10 41.93%
264.0
139.0 222.0
I D
m/z--> 50 100 150 200 250 300 350 400
Abundance #217161: Oxalic acid, 2-ethylhexyl octyl ester —
57.0 14.50
m/z 41.10 35.91%
5000
12.0
‘ 157.0
m/z--> 50 100 150 200 250 300 350 400 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:
BF136573.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF121423\

: 14 Dec 2023 17:45
¢ CG\JU
. 05697-02

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 19 Carbonic acid, 2-ethylhexyl... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.480  27.68 ng 10262500  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 72
2 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 68
3 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 64
4 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 62
5 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 59

Abundance Scan 2107 (14.480 min): BF136573.D\data.ms (-2102) (- m/z 57.10 100.00%
57.1
112.1
5000
267.3 LS
14.50
185.1 H
0 J“”HJJ‘, bk 3533 4193 5290 sz 71,10 73.34%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #181686: Carbonic acid, 2-ethylhexyl octyl ester
57.0
112.0
5000 T
14.50
m/z 70.10 68.30%
ohatlt | o
\\\‘\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
—=
14.50
5000 112.0 m/z 112.10  64.81%
0 171.0
R L L T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester P
57.0 14.50
m/z 43.10 53.31%
112.0
5000
182.0
OM‘,ZSO LS
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Tetradecanoic acid, dodecyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.692 38.26 ng 14183600  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid, dodecyl ester 396 C26H5202 002040-64-4 91
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 89
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 55
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 55
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 55
Abundance Scan 2143 (14.692 min): BF136573.D\data.ms (-2135) (- m/z 229.20 100.00%
229.2
57.1
5000
— —5
Vl H \ 2973 396.4 14.50 15.00
0l _H‘whﬂwu‘_"_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_ m/z 57.10  73.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #299828: Tetradecanoic acid, dodecyl ester
43.0
229.0
5000 —r =
14.50 15.00
m/z 43.10 62.86%

1.0 396.0
O\H ‘J\M‘l\“\l\‘\‘\\\\‘\h\H‘\\22‘7\\0\\‘HH\‘HH‘HH‘\H\‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0

—
14.50 15.00

5000 ITI/Z 55.10 48.52%
125.0
0 252.0 369.0 648.
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #287613: Nonadecyl trifluoroacetate —— B
57.0 14.50 15.00
m/z 83.10 41.32%
5000
125.0
UL, 23803110
O et b b e e b prerr e prer e — 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121423\
Data File : BF136573.D

Acqg On : 14 Dec 2023 17:45
Operator : CG\JU

Sample : 05697-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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|
1-Hexanol, 2-et... 7.028 20.0 ng 101191000 1 6.787 101191000 20.0
Octanoic acid 8.022 20.0 ng 12154800 2 8.081 12154800 20.0
Dodecanoic acid... 9.875 20.0 ng 2345500 3 9.822 2345500 20.0
Dodecanoic acid 10.298 533.5 ng 62560900 3 9.822 2345500 20.0
1-Octanol, 5,7,... 10.939 734.7 ng 40037800 4 11.333 1089970 20.0
Acetic acid, 3,... 10.963 223.0 ng 12151200 4 11.333 1089970 20.0
Tetradecanoic acid 11.198 1240.8 ng 67618600 4 11.333 1089970 20.0
1-Decanol, 2-he... 11.251 22.3 ng 1215500 4 11.333 1089970 20.0
Hexadecanoic ac... 11.733 40.0 ng 2178860 4 11.333 1089970 20.0
n-Hexadecanoic ... 12.010 948.3 ng 51680700 4 11.333 1089970 20.0
Carbonic acid, ... 12.069 19.1 ng 1042200 4 11.333 1089970 20.0
Isopropyl palmi... 12.133 125.2 ng 6823820 4 11.333 1089970 20.0
10-Octadecenoic... 12.469 413.9 ng 22555500 4 11.333 1089970 20.0
Methyl stearate 12.551 321.0 ng 17491900 4 11.333 1089970 20.0
(E)-9-Octadecen... 12.751 148.8 ng 55185400 5 13.992 7415320 20.0
Benzoic acid, t... 13.280 27.3 ng 10132700 5 13.992 7415320 20.0
Benzoic acid, n... 13.621 22.4 ng 8314250 5 13.992 7415320 20.0
9-Octadecenoic ... 14.433 81.1 ng 30055300 5 13.992 7415320 20.0
Carbonic acid, ... 14.480 27.7 ng 10262500 5 13.992 7415320 20.0
Tetradecanoic a... 14.692 38.3 ng 14183600 5 13.992 7415320 20.0
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