LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc :

ALS vial : 8 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-BF022324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137383.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.411 562 565 575 rVB 2576789 2431801 2.21% 0.601%
2 5.946 650 656 659 rBV 8848592 9808923 8.92% 2.426%
3  6.428 733 738 744 rBV 880457 1349236 1.23% 0.334%
4 6.558 745 760 762 rVB 533169 1416811 1.29% 0.350%
5 6.781 794 798 805 rBV 1571268 1369235 1.25% 0.339%
6 6.875 805 814 817 rBV 10442256 23856612 21.70% 5.900%
7 7.299 853 886 888 rBV 1527850 7229113 6.58% 1.788%
8 7.346 889 894 900 rVB 4262409 4627809 4.21% 1.144%
9 7.540 912 927 929 rBV2 1954460 4485322 4.08% 1.109%
10 7.616 938 940 948 rVB 2729156 2279406 2.07% 0.564%
11 7.922 974 992 998 rBV2 2044871 6122053 5.57% 1.514%
12 8.057 1010 1015 1018 rVV 2056233 1996194 1.82% 0.494%
13 9.140 1191 1199 1202 rBV 8103778 7908904 7.19% 1.956%
14 9.669 1284 1289 1295 rVB 2555458 2316182 2.11% 0.573%
15 9.816 1310 1314 1319 rVV2 2381416 2569151 2.34% 0.635%

16 10.287 1387 1394 1397 rVB 2496764 2139252 1.95% ©0.529%
17 10.604 1444 1448 1452 rVV 2865994 2628298 2.39% ©0.650%
18 10.910 1485 1500 1501 rBV 14223967 53688033 48.83% 13.277%
19 10.934 1501 1504 1507 rVV 13488460 19140173 17.41% 4.733%
20 10.987 1511 1513 1516 rVV 2652586 4010163 3.65% ©.992%

21 11.034 1518 1521 1538 rVV 3822155 12987350 11.81%  3.212%
22 11.193 1545 1548 1559 rVV 1563713 2622628 2.39% 0.649%
23 11.275 1559 1562 1565 rVV 2571537 2298084  2.09%  0.568%
24 11.310 1565 1568 1574 rVV 1825816 1647632 1.50% ©0.407%
25 11.863 1655 1662 1669 rBV 1946557 2586258 2.35% ©.640%
26 12.063 1694 1696 1700 rVV 1475616 1387815 1.26% ©.343%
27 12.104 1700 1703 1710 rVB2 1325354 1346442 1.22% ©.333%
28 12.416 1751 1756 1761 rVB2 1693487 2285874  2.08%  0.565%
29 12.587 1782 1785 1788 rVB 1531372 1344545 1.22% 0.333%
30 12.675 1797 1800 1803 rVV 3245478 2965667 2.70% ©.733%
31 12.763 1810 1815 1820 rBV3 3508535 5209165 4.74%  1.288%
32 12.863 1827 1832 1836 rBV 9156557 11019735 10.02% 2.725%
33 12.910 1836 1840 1843 rVV 6442779 6014506 5.47%  1.487%
34 12.969 1846 1850 1852 rVV 1553057 1540883 1.40% ©.381%
35 12.992 1852 1854 1858 rVV 1302382 1331224 1.21% ©.329%

36 13.234 1890 1895 1899 rBV 9348996 10515747 9.56% 2.601%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 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-BF022324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.410 1922 1925 1931 rVV3 1278398 1445793 1.31% ©0.358%
38 13.598 1952 1957 1959 rBV 7900145 9902540 9.01%  2.449%
39 13.622 1959 1961 1968 rVV2 4373598 5257777 4.78% 1.300%
40 13.828 1992 1996 2003 rBV 5066792 5314754 4.83% 1.314%
41 13.939 2010 2015 2017 rBV 8332474 8529746 7.76%  2.109%
42 13.963 2017 2019 2025 rVB 1292781 1210418 1.10% ©0.299%
43 14.392 2087 2092 2095 rBV 2759363 3093809 2.81% 0.765%
44 14.457 2099 2103 2109 rVB 3092469 3029938 2.76% 0.749%
45 14.663 2135 2138 2149 rVV 983874 1178701 1.07% ©0.291%
46 15.151 2214 2221 2233 rBV 3129722 6557359 5.96% 1.622%
47 15.380 2254 2260 2267 rBV 3964606 6106377 5.55% 1.510%
48 15.439 2267 2270 2279 rVB 1038594 1451936 1.32% ©0.359%
49 16.427 2430 2438 2461 rVB 3977432 9037403  8.22% 2.235%
50 17.651 2635 2646 2648 rBV4 1376965 3829218 3.48% 0.947%

51 18.563 2758 2801 2829 rBV2 9347782 109946558 100.00% 27.190%

Sum of corrected areas: 404368553
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\

BF137383.D
: 26 Feb 2024 14:07
: CG\JU
: P1500-02
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF137383.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07

Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 Hexanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
5.946 143.28 ng 9808920 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 90
2 Methyl valerate 116 C6H1202 000624-24-8 53
3 Pentanoic acid, 3-methyl-, methy... 130 C7H1402 002177-78-8 38
4 Methyl isovalerate 116 C6H1202 000556-24-1 12
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 9
Abundance Scan 656 (5.946 min): BF137383.D\data.ms (-650) (-) m/z 74.10 100.00%
74.1
43.0
5000
R e
h 101.1 5.60 5.80 6.00 6.20
C
Obrrrrrrrablh A ABLL 2189 25LE  1u 4395  52.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15468: Hexanoic acid, methyl ester
74.0
5000 43.0 AR
5.60 5.80 6.00 6.20
m/z 87.10 37.44%
‘ 101.0
O \\\‘\\\\‘\H‘\‘\\\\‘\\\ﬂ‘\\\\‘H\\‘\\\\‘H\\‘\\\\‘H\\‘\\\\‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9150: Methyl valerate
74.0
e B mmma
5.60 5.80 6.00 6.20
5000 m/z 59.10 28.61%
43.0
H"H‘_H‘_‘H_‘H_‘H‘HH‘HH‘HH‘H‘WH‘WH‘W‘HW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15560: Pentanoic acid, 3-methyl-, methyl ester T
74.0 5.60 5.80 6.00 6.20
m/z 99.10 22.55%
5000 43.0
150 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.875 348.47 ng 23856600 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 45
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 43

Abundance Scan 814 (6.875 min): BF137383.D\data.ms (-805) (-) m/z 57.10 100.00%

57.1
5000 /L
 BAEREEEEEEE T
‘ ‘98_0 6.60 6.80 7.00 7.20
ob AL LT 1869 2519 316 ., 41,10 41.53%
miz-> 50 100 150 200 250 300
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000
6.60 6.80 7.00 7.20
m/z 43.05 33.21%
M ‘ ‘98.0
O\\‘\H\““\‘\‘\“\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #15686: 2-Propyl-1-pentano
57.0
R REEREE e
6.60 6.80 7.00 7.20
5000 m/z 55.05 30.12%
‘ 98.0
otsab AL,
miz--> 50 100 150 200 250 300
Abundance #24450: 2-Ethyl-1-hexanol, methyl ether I Ema N
57.0 6.60 6.80 7.00 7.20
m/z 70.05 22.77%
5000
112.0
01‘5'9“ “M LI 7 ,MA
m/z--> 50 100 150 200 250 300 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 Cyclopentasiloxane, decamet... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.540 44.94 ng 4485320 Naphthalene-d8 8.057

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 53
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 43
3 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 27
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 25
5 5-(Phenoxymethyl)-4-phenyl-4H-1,... 355 C18H21IN30SSi  1000471-56-5 14

Abundance Scan 927 (7.540 min): BF137383.D\data.ms (-912) (-) m/z 73.10 100.00%

73.1
5000 1 /
267.0
|| | 1511500150 ‘ 35‘5'1 7.20 7.40 7.60 7.80
ol 35l L | 015401930 | 3004 | 0 ggies  41.83%
m/z--> 50 100 150 200 250 300 350
Abundance #278394: Cyclopentasiloxane, decamethyl-
73.0
5000 3550 I N RN R RN
267.0 7.20 7.40 7.60 7.80
m/z 267.00 22.45%
0,280, | 111015401930 | 309.0 \L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
EEEmmE RS
7.20 7.40 7.60 7.80
5000 m/z 57.10 18.64%
29.# ‘ Tle.o
S 1
miz--> 50 100 150 200 250 300 350
Abundance #264541: 3-Amino-2-phenazinol ditms R R AARREEEaAT
73.0 7.20 7.40 7.60 7.80
m/z 41.10 18.61%
355.0
5000
268.0
o 31.(4 | 126.0166.0 208.0 | | ‘\L o ‘\
L A an maw an C Copo ST T G
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.910 651.70 ng 53688000 Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 91
2 Decyl isobutyl ether 214 C14H300 1010406-32-5 53
3 Ditetradecyl ether 410 C28H580 005412-98-6 49
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 43
5 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-2 43

Abundance Scan 1500 (10.910 min): BF137383.D\data.ms (-1485) (- m/z 57.10 100.00%

57.1
5000
—
h ) FM 1402 g6, 11.00
b b o 04 2883 hyz 411 22.62%
m/z--> 50 100 150 200 250 300 350
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 ifod
m/z 83.10 18.12%
7.0 140.0
01\8\0\ \H “‘\ N \“\ h“ \‘“\“\ 1‘ “\ TT \‘2‘1\‘3\0\ %5‘5\(\)\ L L B B
m/z--> 50 100 150 200 250 300 350
Abundance #92369: Decyl isobutyl ether
57.0
—
11.00
5000 m/z 69.10 15.18%
| ‘ | %m 140
ol bbby 4
m/z--> 50 100 150 200 250 300 350
Abundance #308228: Ditetradecyl! ether T
57.0 11.00
m/z 55.10 14.46%
197.0
5000 7.0
o [
IR I - YR --Y o
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 wunknownl@.934 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.934 232.34 ng 19140200  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl tetradecyl ether 270 C18H380 1000406-32-7 35
2 Dodecyl isobutyl ether 242 C16H340 1000406-32-6 35
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 35
4 Isobutyl tetratriacontyl ether 551 C38H780 1000406-33-7 25
5 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 22

Abundance Scan 1504 (10.934 min): BF137383.D\data.ms (-1501) (- m/z 57.10 100.00%
57.1

] ort jan2 213.2 1100
ol M‘m”\ Ldl 1772, L 2553 8296 n/z 41.10  45.76%
mlz--> 50 100 150 200 250 300 350
Abundance #161360: Isobutyl tetradecyl ether
57.0
5000 T
11.00
flo m/z 83.10 29.30%
0 \“\ ‘\" \“h“\““\““‘ \L‘ \}\4\‘1.‘0\ T \19\?0\ LB B B B B B B
miz--> 50 100 150 200 250 300 350
Abundance #126391: Dodecyl isobutyl ether
57.0
P
11.00
5000 ITI/Z 43.10 22.89%
7.0
L)y
ol i u‘hm“w\ by e e
miz--> 50 100 150 200 250 300 350
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester P
57.0 87.0 11.00
' m/z 55.10 20.86%
- J\\/\JL
39.0 250.0
oL L] 390 1m20 200 zar0 e A
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 unknownl@.987 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.987 48.68 ng 4010160  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 37
2 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 37
3 Isobutyl octacosyl ether 467 C32H660 1000406-33-4 37
4 Docosyl isobutyl ether 382 C26H540 1000406-33-1 37
5 Dotriacontyl isobutyl ether 523 C36H740 1010406-33-6 37

Abundance Scan 1513 (10.987 min): BF137383.D\data.ms (-1511) (- m/z 57.10 100.00%

57.1
5000
—

129.1 11.00
Al I

185.2
gl gLy ST 2500 8297 nyz 41,10

o

33.36%

5000
11.00

43.10

o

mlz--> 50 100 150 200 250 300 350 400
Abundance #143304: Carbonic acid, dodecyl! vinyl ester
57.0
—r

33.12%

Lo sss0210

\‘1\‘\”‘\\‘\“\h‘\“\‘\}‘\‘\\\‘\‘\.\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance #251125: Oxalic acid, isobutyl tetradecyl ester
57.0

1100
5000 69.10

o

30.03%

11.0 241.0

|30 1680
m/z--> 50 100 150 200 250 300 350 400
Abundance #330751: Isobutyl octacosyl ether

57.0 11 OO
55.10

28.89%

m/z--> 5 100 150 200 250 300 350 400 1L00
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5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.034 157.65 ng 12987400  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 64
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 59
3 Carbonic acid, but-2-yn-1-yl tet... 310 C19H3403 1010383-20-9 59
4 Carbonic acid, but-2-yn-1-yl oct... 366 C23H4203 1000383-21-3 59

5 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 59

Abundance Scan 1521 (11.034 min): BF137383.D\data.ms (-1518) (- m/z 57.10 100.00%
57.1

5000 fﬂtd\\w\A
T T
|1 \ 40.2175.1 213.3 1109
ol b L “ M‘ 17512295 2853  — m/z 69.10 16.39%
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 —— ‘
11.00
m/z 41.10 16.35%
0 19Q \‘\ | ‘ ‘ \H\ % \‘\ \h \\8':]'0 2220 264.0 308.0
L ‘ \ T T T T ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
T T
97.0 11.00
5000 ITI/Z 83.10 13.93%
.0
o5 L LLLLLIP0 1080 2690 szo
miz--> 50 100 150 200 250 300
Abundance #212062: Carbonic acid, but-2-yn-1-yl tetradecyl ester P ‘
51.0 11.00
114.0 m/z 56.10 13.90%
5000
ol L, 1880 2410 2810
T B —
m/z--> 50 100 150 200 250 300 11.00

8270-BF022324.M Tue Feb 27 ©1:51:28 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 (E)-9-Octadecenoic acid eth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.675 49.00 ng 2965670  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-9-Octadecenoic acid ethyl ester 310 C20H3802 006114-18-7 97
2 Ethyl Oleate 310 C20H3802 000111-62-6 94
3 Ethyl 9-hexadecenoate 282 (C18H3402 054546-22-4 90
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 68
5 6-Octadecenoic acid 282 C18H3402 1000336-66-8 58
Abundance Scan 1800 (12.675 min): BF137383.D\data.ms (-1797) (- m/z 55.10 100.00%
55.1
88.1
5000
23.1 T "
180.2 222.3 265.3 12.50 13.00
ol 3103 m/z e9.10  72.19%
miz--> 50 100 150 200 250 300
Abundance #212191: (E)-9-Octadecenoic acid ethyl ester
55.0
5000 fils =
264.0 12.50 13.00
222.0 ' m/z 41.10 62.67%
37.0 180 0
| ‘ ‘ 310.0
ol \M mhh Hmu PV PR
miz--> 50 150 200 250 300
Abundance #212139. Ethyl Oleate
55.0
— —
12.50 13.00
5000 m/z 83.10 56.03%
264.0
222.0
‘ 2‘3 .0 180 0 ‘ ‘ 3100
oL ‘M \;H Lall w\”m u\”\mm”\‘\ u, “‘ PRSPV PHPHIPSEE D .
miz--> 50 150 200 250 300
Abundance #176212.Ethyl9—hexadecenoa1e T —
55.0
88.0 12.50 13.00
m/z 88.10 55.52%
5000
236.0
152.0 194.0
| 0 O
Ol‘S"d\‘\ W‘H“ | HH\L‘\‘ PNTNN e I foo “\‘ Fre —— ——
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF022324.M Tue Feb 27 ©1:51:28 2024 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
BF137383.D

: 26 Feb 2024 14:07

: CG\JU

: P1500-02

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Octadecanoic acid, ethyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.763 86.07 ng 52091760  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 97
2 Pentadecanoic acid, ethyl ester 270 C17H3402 041114-00-5 95
3 Hexadecanoic acid, ethyl ester 284 C18H3602 000628-97-7 91
4 Heptadecanoic acid, ethyl ester 298 C19H3802 014010-23-2 91
5 Eicosanoic acid, ethyl ester 340 C22H4402 018281-05-5 87

Abundance Scan 1815 (12.763 min): BF137383.D\data.ms (-1810) (- m/z 88.10 100.00%

88.1
50001 431
— —
157.1
“ 1231 ‘ 213.2 269.3 312 12.50 13.00
0 i3t L TR T e 7 101,05 61.29%
miz--> 50 100 150 200 250 300
Abundance #214945: Octadecanoic acid, ethyl ester
88.0
5000 —— —
43.0 12.50 13.00
: 157.0 2690 20 m/z 43.10  39.04%
|| o |
ob——— Uy \‘M ‘\‘u‘\\\‘\ -}2‘3‘\;0‘\“ e “ Atk L; T
miz--> 50 100 150 200 250 300
Abundance #161213: Pentadecanoic acid, ethyl ester
88.0
= —
12.50 13.00
5000 m/z 55.10  30.79%
43.0
157.0 2250 270.0
B EEZY e it
Miz--> 50 100 150 200 250 300
Abundance #179131: Hexadecanoic acid, ethyl ester — —
88.0 12.50 13.00
m/z 41.10 25.37%
5000
43.0
157.0
239.0 284.0
oL ALzl T s 20 0 L,
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF022324.M Tue Feb 27 ©1:51:29 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 Benzoic acid, tridecyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.234 173.75 ng 10515700  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 90
3 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 86
4 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 83
5 Eicosyl benzoate 402 C27H4602 103098-99-3 80

Abundance Scan 1895 (13.234 min): BF137383.D\data.ms (-1890) (-  m/z 123.05 100.00%
1

28.1
5000
77.0
13.00 13.50
39U ‘ 182.2
ol ?‘“‘ H“‘ “«““u“““‘ Lo 705 2821 8041 ;m/z 1@5.05 73.88%
mlz--> 50 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
128.0
5000
13.00 13.50
77.0 m/z 77.05 34.73%
29. ‘ 182.0
0 \“\(ﬂ ‘M‘H\ “h‘ “\‘h\“‘ t \L\ L \‘\ L \3\0’4\.0\\ L
miz--> 50 100 150 200 250 300 350
Abundance #168785: Benzoic acid, undecyl ester
105.0
13.00 13.50
5000 m/z 55.10  21.88%
55.0
UL ) 3st0
obet b Ay b e
miz--> 50 100 150 200 250 300 350
Abundance #270137: Benzoic acid, heptadecyl ester e —
1238.0 13.00 13.50
m/z 43.10 19.69%
5000
77.0
%0 Iyl il ) 17e0 2380 360 s e
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF022324.M Tue Feb 27 ©1:51:29 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 Benzoic acid, octadecyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.598 163.62 ng 9902540  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 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, nonadecyl ester 388 C26H4402 1000340-23-2 90

Abundance Scan 1957 (13.598 min): BF137383.D\data.ms (-1952) (1  m/z 123.10 100.00%

128.1
5000
77.1
13.50 14.00
39J ‘ 196 2
ol ‘?“ ““‘ “«“‘w‘w Ao 2d62 3182 /7 105.10  67.57%
mlz--> 50 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
128.0
5000
13.50 14.00
77.0

m/z 77.10  29.94%

182.0
T “\ % “ ‘H\ Hh‘ T “‘ ‘\‘ \‘ T “ L \‘ T ‘ L ‘ 1T 3\0‘4\0\ L ‘ T T
miz--> 100 150 200 250 300 350
Abundance #283301: Benzoic acid, octadecyl ester

128.0

13.50 14.00
5000 m/z 55.10  21.28%

55.0
AL are0 2520 s7ad
m/z--> 50 100 150 200 250 300 350
Abundance i i

#222566: Benzoic acid, tetradecyl ester —
128.0 13.50 14.00

m/z 43.10 19.98%

O

o

5000

77.0
i (ﬂ H‘“ Hh\ ‘Mh ‘\ L ‘ 19\6 O 3180

m/z--> 50 100 150 200 250 300 350 13.50 14.00

=

O

8270-BF022324.M Tue Feb 27 ©01:51:30 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 unknownl3.622 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.622 86.88 ng 5257780  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxaspiro[4.5]decane 142 C8H1402 000177-10-6 38
2 Octanamide, N-allyl- 183 C11H21NO 1000340-16-0 38
3 3'-Oxaspiro[1,3-dioxolane-2.8"'-t... 182 C10H1403 1000150-55-1 30
4 4-Piperidinamine, N,N-dipropyl-,... 268 C16H32N20 1000469-54-3 30
5 4-Piperidinamine, N,N-diethyl-, ... 226 C13H26N20 1457775-24-4 30

Abundance Scan 1961 (13.622 min): BF137383.D\data.ms (-1959) (- m/z 99.10 100.00%

571 991
5000
2703 T T T T T T
‘ ‘ | ‘ 15‘7'1 226.2 | 13.50 14.00
— ‘H ol 4 ol | bbbkt Loy L8128 ) 57 10 gs.14%
miz--> 50 100 150 200 250 300
Abundance #22667: 1,4-Dioxaspiro[4.5]decane
99.0
5000 e e
56.0 13.50 14.00
m/z 112.10 73.93%
142.0
OL\S\Q\ ‘\“‘ ‘H\ h \ T ‘} \‘ T \‘ ‘ L ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #57814: Octanamide, N-allyl-
99.0
57.0 — H—
13.50 14.00
5000 ITI/Z 43.10 47 .26%
‘ ‘ 154.0
ok b
miz--> 50 100 150 200 250 300
Abundance #56502: 3'-Oxaspiro[1,3-dioxolane-2.8'-tricyclo[4.3.0.0(2', T —
112.0 13.50 14.00
m/z 56.10 31.34%
5000
41.0
il L) 2=
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF022324.M Tue Feb 27 ©01:51:30 2024 Page: 15



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

koK ok K ok koK ok Kok K

Peak Number 13 Carbonic acid, dodecyl 2-et...

R.T.
13.828 8
Hit# of 5

1 Carbonic
2 Carbonic
3 Carbonic
4 Carbonic
5 Carbonic

Abundance Scan 1996 (13.828 min): BF137383.D\data.ms (-1992) (-]

: 26 Feb 2024 14:07
: CG\JU
: P1500-02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
BF137383.D

: 8 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3 5K ok 3 5K 5k 3 5K 5k 3 5K ok 3 5K 5k 3 5K 5k 3 5K ok 3 5K 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 5k 5k 3k 5k >k 3k >k 5k 3k 5k >k % 5k >k %k >k >k %k >k >k Kk
Concentration Rank 11

EstConc Area Relative to ISTD R.T.
7.82 ng 5314750  Chrysene-d12 13.963
Tentative ID MW MolForm CASH# Qual

acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 87
acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 83
acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 80
acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 80
acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 80

m/z 57.10 100.00%

57.1
5000 112.2
2838 1350 14.00
157.1 ' :
0 dod ‘,u“19??“‘e | 2822 3253 sz 70.10  69.72%
m/z--> 50 100 150 200 250 300
Abundance  #251419: Carbonic acid, dodecyl 2-ethylhexyl ester
570
112.0
5000 = T
13.50 14.00
m/z 71.10 67.74%
0 H‘H\‘\‘\l \\\\’\2\3\]-.\0‘\\\\‘\\\\
m/z--> 100 150 200 250 300
Abundance #234676: Carbonic acid, 2-ethylhexyl undecyl ester
57.0
= —
13.50 14.00
5000 112.0 m/z 43.10  56.20%
154.0
ol \‘uw 5 R < L B
m/z--> 50 100 150 200 250 300
Abundance #181684: Carbonic acid, bis(2-ethylhexyl) ester T —
57.0 13.50 14.00
m/z 112.15 43.54%
112.0
- M
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF022324.M Tue Feb 27 ©01:51:31 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 TIsobutyl octan-2-yl carbonate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.392 51.12 ng 3093810 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl octan-2-yl carbonate 230 C13H2603 1000372-74-7 52
2 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 49
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 44
4 2-Nonanol oleate 408 C27H5202 1096360-61-0 38
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 38

Abundance Scan 2092 (14.392 min): BF137383.D\data.ms (-2087) (-]

m/z 57.10 100.00%

57.1
5000
112.1 — ——
265.3 14.00 14.50
165.2 222 3 :
ol i ‘h I “h ”“L wa 28 2225 | 33733831 ., 71.10  77.30%
mlz--> 50 100 150 200 250 300 350
Abundance #111472: Isobutyl octan-2-yl carbonate
57.0
5000 — —
14.00 14.50
112.0 m/z 55.10  54.11%
OL\S-\q \h\“ \“H‘\ ‘\ T ‘]-\7\3\0\‘ T T ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #217161: Oxalic acid, 2-ethylhexyl octyl ester
57.0
P e
14.00 14.50
5000 m/Z 43.10 40.80%
112.0
‘ 1570
ow“‘m“wH_‘m_m‘mWm,mwm
miz--> 50 100 150 200 250 300 350
Abundance #176209: cis-Vaccenic acid “ —
55.0 14.00 14.50
m/z 69.10 34.01%
5000
37.0 264.0
OL‘S‘d‘ H\ \\‘ u‘“\h?ﬂuwﬂ\ a4 ‘]\"‘8?‘0‘2‘2‘2‘0‘ ‘ ‘L‘ e — —
m/z--> 5 100 150 200 250 300 350 14.00 14.50

8270-BF022324.M Tue Feb 27 ©01:51:31 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M

Quant Title

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

: 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 15 Carbonic acid, 2-ethylhexyl...

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.457 50.06 ng 3029940  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003
2 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403
3 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203
4 Carbonic acid, decyl 2-ethylhexy... 314 C19H3803
5 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403

Abundance Scan 2103 (14.457 min): BF137383.D\data.ms (-2099) (-]

1000383-13-8 83
1000383-14-0 80
1000383-13-9 80
1000383-13-7 72
1000383-13-5 72

m/z 57.10 100.00%

57.1
5000 Hz.1
267.3 1450
185.2 ' :
0! J‘hw“\ b, 19522272 | | 82833670 ./, 7110 72.44%
m/z--> 50 100 150 200 250 300 350
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecy! ester
570
5000 112.0 —
14.50
m/z 70.10  68.12%
O \H\‘W!\\\“\\\\‘2:\[7\\0\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester
57.0
—
1120 14.50
5000 m/z 43.10 58.37%
182.0
oLt in us0
m/z--> 50 100 150 200 250 300 350
Abundance  #251419: Carbonic acid, dodecyl 2-ethylhexyl ester T
57.0 14.50
m/z 112.10  49.46%
112.0
5000
0y I
I 0 =¥ S .
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF022324.M Tue Feb 27 ©01:51:32 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M

Quant Title

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

: 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 16 Oxiraneoctanoic acid, 3-oct...

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.151 90.33 ng 6557360  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxiraneoctanoic acid, 3-octyl-, ... 410 C26H5003 000141-38-8 64
2 Oxalic acid, 2-ethylhexyl pentad... 412 C25H4804 1000309-39-8 59
3 Nonane, 2,3-dimethyl- 156 C1l1H24 002884-06-2 43
4 1-Decene, 4-methyl- 154 C11H22 013151-29-6 38
5 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 30

Abundance Scan 2221 (15.151 min): BF137383.D\data.ms (-2214) (-

m/z 57.10 100.00%

57.1
5000
112.1
197.2 — e
‘ ‘ 265.3 15.00 15.50
ok “ﬂ“ Mhhhﬂumm\\ ““MW“““\‘W‘“‘\§?73 ‘ m/z 71.10 79.55%
mlz--> 50 100 150 200 250 300 350
Abundance #308163: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl est
57.0
5000 7 =
15.00 15.50
m/z 55.10  75.23%
283.0 327.0
0 ‘S‘Q“ “\ Ay M M‘\ H \\ \‘m \\‘m“ . " ‘\‘2‘4‘10\\ ‘\\‘ - ‘\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance  #309217: Oxalic acid, 2-ethylhexyl pentadecyl ester
57.0
— —
15.00 15.50
43.10  51.53%
5000 112.0 n/z
255.0
bl B0 200
ob— el uWHH,HH‘MHWHH,‘
miz--> 50 100 150 200 250 300 350
Abundance #33095: Nonane, 2,3-dimethyl- —r —
57.0 15.00 15.50
m/z 70.10 40.71%
5000
112.0
NI T T )
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M

Quant Title

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

: 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 17 Cyclotetradecane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15381 s4.11ng 6106380 Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclotetradecane 196 Clams 060295-17-6 96
2 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 92

3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
4 Pentadecafluorooctanoic acid, te... 610 C22H29F1502
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202

Abundance Scan 2260 (15.380 min): BF137383.D\data.ms (-2254) (-}

1000406-04-8 90
1000406-04-4 83
1000282-98-2 78

m/z 57.10 100.00%

7.1 229.2
5000
— —
‘1 fl ‘ 4245 15.00 15.50
ol AMbMAL, 1 LU, 8252 4245 L n/z 43.16 0 90.59%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #71733: Cyclotetradecane
55.0
5000 — —
15.00 15.50
m/z 229.15  87.25%
‘ HZ501960
OH‘\‘I‘JH\‘H\\]\‘\JH\‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #143665: 1-Hexadecanol, 2-methyl-
57.0
— =
15.00 15.50
5000 m/z 55.10 67.20%
i
O LM bk st e e
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester — —
57.0 15.00 15.50
m/z 83.10 55.38%
) ﬁj\\h
OJhl.z‘”’?(’%gom' L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 1-Hexadecanethiol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.427 124.49 ng 9037400  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 87
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 87
3 Cetene 224 C16H32 000629-73-2 86
4 2-Hexyldecyl acetate 284 C18H3602 082409-75-4 81
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 74

Abundance Scan 2438 (16.427 min): BF137383.D\data.ms (-2430) (- m/z 57.10 100.00%
57.1

-

5000
111.1
——
} 1962 257.3 16.50
GRS A ¥R Lid Wt “u 8071 367.34193  m/z 43.10  66.06%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #146041: 1-Hexadecanethiol
53.0
5000 111.0 2I.6.5(;
‘ 224.0 m/z 71.10 57.78%
‘ 168.0 \
0 “mﬁh‘uflL ‘“\“\ \‘\“\ TTT “L L L L B

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

%

Abundance #126385: 1-Decanol, 2-hexyl-
57.0
—
16.50
5000 ITI/Z 55.10 53.40%
111.0
0 Mulw |),168.0 2260
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104588: Cetene —
43.0 16.50
m/z 69.10 48.16%
5000 7.0
L ssso_z20
Ofrrh HM‘MMJquuH‘q‘J“_““H““H“‘H““ e
m/z--> 0 50 100 150 200 250 300 350 400 450 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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 5-Octadecene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.651 52.75 ng 3829220  Perylene-di12 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 90
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 87
3 1-Octadecene 252 C18H36 000112-88-9 83
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 83
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 76

Abundance Scan 2646 (17.651 min): BF137383.D\data.ms (-2635) (- m/z 57.10 100.00%
57.1

5000 07.1

%

139.2 257.3

‘ ‘ | . 17.50 18.00
0 Mdd ) Jagroa132 || 2073 3550 T4 16 6a.35%

mlz--> 50 100 150 200 250 300 350
Abundance #138523: 5-Octadecene, (E)-

[9)]
[3:1
o

17.50 18.00

5000 97.0
m/z 55.10 56.82%
N

o \\h | | 1390 1810 2520
T \ ‘ L ‘ L L L ‘ L ‘ T
m/z--> 0 100 150 200 250 300 350
Abundance #126385: 1-Decanol, 2-hexyl-
57.0
— —
17.50 18.00
5000 ITI/Z 71.10 54.06%
ey ‘\ 390 2240
0 ‘4“‘ “‘H I Yo
m/z--> 50 100 150 200 250 300 350
Abundance #138520: 1-Octadecene T —
43.0 17.50 18.00
83.0 m/z 83.10 52.46%
2520
T R
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.M

Quant Title

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

: 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 20 Ditetradecyl ether
R.T. EstConc Area
18.563 1514.48 ng 109947000  Perylene-di12

Hit# of 5 Tentative ID MW MolForm

1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380

2 Ditetradecyl ether 410 C28H580
3 Hexadecane, 1,1'-oxybis- 467 C32H660
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402
5 Dodecane, 1,1'-oxybis- 354 C24H500

Abundance Scan 2801 (18.563 min): BF137383.D\data.ms (-2758) (-]
57.1

5000

111 2492107.2055 3313.3 3873 539.!

m/z--> 0 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

o

5000

140.0
il 213.0270.0

‘\\H‘\\\\‘\I\\\J\‘\H\‘\\H‘\\\\‘\\\\‘H\\‘\\H‘\\\\‘\\\\‘

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

o

Abundance #308228: Ditetradecyl ether
57.0
197.0
5000
oLl 0 “Nﬂil 2690 3680
A o e RS B

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

Concentration Rank 1

Relative to ISTD R.T.

036400-98-3 64
005412-98-6 52
004113-12-6 50
002136-70-1 43
004542-57-8 43

m/z 57.10 100.00%

F

18.2018.4018.6018.80
m/z 83.10 13.68%

-

18.2018.4018.6018.80
m/z 41.10 12.88%

I

18.2018.4018.6018.80
m/z 69.10 12.87%

>

Abundance #330753: Hexadecane, 1,1'-oxybis- R ARRRAR
57.0 18.2018.4018.6018.80
225.0 m/z 71.10 12.56%
5000
127.0
‘ ‘ H‘ HIHJ‘J 297.0 465.0
o_m""‘_""‘m_m""‘_WWWWWW

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022624\
Data File : BF137383.D

Acqg On : 26 Feb 2024 14:07
Operator : CG\JU

Sample : P1500-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022324.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|
Hexanoic acid, ... 5.946 143.3 ng 9808920 1 6.781 1369240 20.0
1-Hexanol, 2-et... 6.875 348.5 ng 23856600 1 6.781 1369240 20.0
Cyclopentasilox... 7.540 44.9 ng 4485320 2 8.057 1996190 20.0
1-Octanol, 5,7,... 10.910 651.7 ng 53688000 4 11.310 1647630 20.0
unknown10.934 10.934 232.3 ng 19140200 4 11.310 1647630 20.0
unknown10.987 10.987 48.7 ng 4010160 4 11.310 1647630 20.0
n-Tetracosanol-1 11.034 157.7 ng 12987400 4 11.310 1647630 20.0
(E)-9-Octadecen... 12.675 49.0 ng 2965670 5 13.963 1210420 20.0
Octadecanoic ac... 12.763 86.1 ng 5209170 5 13.963 1210420 20.0
Benzoic acid, t... 13.234 173.8 ng 10515700 5 13.963 1210420 20.0
Benzoic acid, o... 13.598 163.6 ng 9902540 5 13.963 1210420 20.0
unknownl13.622 13.622 86.9 ng 52577860 5 13.963 1210420 20.0
Carbonic acid, ... 13.828 87.8 ng 5314750 5 13.963 1210420 20.0
Isobutyl octan-... 14.392 51.1 ng 3093810 5 13.963 1210420 20.0
Carbonic acid, ... 14.457 50.1 ng 3029940 5 13.963 1210420 20.0
Oxiraneoctanoic... 15.151 90.3 ng 6557360 6 15.439 1451940 20.0
Cyclotetradecane 15.381 84.1 ng 6106380 6 15.439 1451940 20.0
1-Hexadecanethiol 16.427 124.5 ng 9037400 6 15.439 1451940 20.0
5-Octadecene, (E)- 17.651 52.8 ng 3829220 6 15.439 1451940 20.0
Ditetradecyl ether 18.563 1514.5 ng 109947000 6 15.439 1451940 20.0
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