LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc :

ALS vial : 4 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138364.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.169 7 14 18 rBV 4557560 6238376 6.23% 1.277%
2 5.504 577 581 584 rVB 1647011 1458908 1.46% 0.299%
3 6.881 811 815 818 rBV 1652769 1399549 1.40% 0.286%
4 6.951 821 827 830 rBV 5480194 7340266 7.33% 1.502%
5 7.445 906 911 914 rVB 3100655 3073903 3.07% 0.629%
6 7.816 921 974 975 rBV 4619173 37972623 37.93% 7.772%
7 8.081 1004 1019 1024 rBV2 2322416 6628353 6.62% 1.357%
8 8.163 1030 1033 1036 rVB 2030040 1743786 1.74% 0.357%
9 9.116 1190 1195 1200 rVB 1511805 2100548 2.10% 0.430%
10 9.233 1209 1215 1218 rBV 5825558 5891472 5.89% 1.206%
11 9.751 1299 1303 1305 rVV 7419887 7584326 7.58% 1.552%
12 9.916 1325 1331 1333 rVV 2372882 2017510 2.02% 0.413%
13 9.939 1333 1335 1340 rVB2 1377126 1366168 1.36% ©0.280%
14 10.157 1360 1372 1373 rBV2 3296858 5595094 5.59%  1.145%
15 10.180 1373 1376 1384 rVB 4138179 4463154 4.46% 0.914%
16 10.698 1459 1464 1466 rBV 2170796 2014305 2.01% 0.412%
17 10.722 1466 1468 1475 rVB 1309344 1178704 1.18% 0.241%
18 10.933 1500 1504 1506 rBV 5997029 6253487 6.25% 1.280%
19 10.963 1506 1509 1512 rVV 8566622 11047276 11.04% 2.261%
20 10.992 1512 1514 1520 rVB 7547132 6598236 6.59% 1.351%
21 11.092 1523 1531 1533 rBV 4006564 5666644 5.66% 1.160%
22 11.269 1557 1561 1570 rVB 881209 1053888 1.05% 0.216%
23 11.398 1579 1583 1586 rVB 1746263 1356331 1.35% 0.278%
24 11.786 1646 1649 1653 rVB 3506330 3104352 3.10% 0.635%
25 11.939 1667 1675 1679 rBV 2085473 3072593 3.07% 0.629%

26 12.074 1692 1698 1701 rVV 11128380 15457782 15.44%  3.164%
27 12.104 1701 1703 1712 rVV 1157945 1459982 1.46% ©.299%
28 12.174 1712 1715 1720 rVB 3735676 3226601 3.22% ©.660%
29 12.480 1757 1767 1768 rBV3 2663018 4076134 4.07% 0.834%
30 12.510 1768 1772 1781 rVV2 10648945 21972348 21.95% 4.497%

31 12.598 1781 1787 1796 rVB 10850265 15395701 15.38%  3.151%
32 12.810 1796 1823 1829 rBV5 17425296 100103058 100.00% 20.489%
33 12.904 1829 1839 1845 rVV4 17724348 67072610 67.00% 13.729%
34 12.968 1845 1850 1854 rVV2 12285894 14824239 14.81% 3.034%
35 13.010 1854 1857 1858 rVV 1708560 1848169 1.85% ©.378%

36 13.033 1858 1861 1864 rVB 1939139 2377845 2.38% 0.487%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc :

ALS vial : 4 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.110 1869 1874 1883 rVB 2317515 2948288 2.95% 0.603%
38 13.186 1883 1887 1890 rBV2 2020661 2032680 2.03% 0.416%
39 13.216 1890 1892 1895 rBV 1210438 1034973 1.03% 0.212%
40 13.304 1901 1907 1911 rBV2 3113486 3284177 3.28% 0.672%
41 13.457 1926 1933 1942 rVB4 2477789 4918378 4.91% 1.007%
42 13.539 1942 1947 1957 rVB 7434889 8032809 8.02% 1.644%
43 13.621 1957 1961 1964 rBV 1420932 1235838 1.23% 0.253%
44 13.657 1964 1967 1970 rVB 1956911 1637146 1.64% 0.335%
45 13.886 2002 2006 2009 rVB 2128366 1910595 1.91% 0.391%
46 13.992 2021 2024 2027 rVB 1859312 1455422 1.45% 0.298%
47 14.039 2029 2032 2039 rVB 1481474 1603097 1.60% 0.328%
48 14.174 2052 2055 2061 rBV 1210381 1136124 1.13% 0.233%
49 14.445 2093 2101 2104 rBV 5635736 6158429 6.15% 1.261%
50 14.510 2109 2112 2115 rVV 3156099 2951717 2.95% 0.604%
51 14.721 2143 2148 2151 rBV 6935613 7490648 7.48% 1.533%

52 15.180 2222 2226 2230 rVV 2539937 2928366 2.93% 0.599%
53 15.451 2260 2272 2275 rBV 12504720 32594885 32.56% 6.672%
54 15.509 2277 2282 2295 rVB 1102035 1689428 1.69% ©.346%

55 16.415 2430 2436 2444 rVB 670060 1172376 1.17%  0.240%
56 17.086 2542 2550 2559 rVV 370227 1031104 1.03% 0.211%
57 17.968 2691 2700 2707 rBV2 877056 2251841 2.25% 0.461%
58 18.045 2707 2713 2721 rVB2 434907 1086957 1.09% 0.222%
59 18.368 2751 2768 2779 rBV 2200532 13940262 13.93% 2.853%

Sum of corrected areas: 488559861
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\

BF138364.D
: 27 Jun 2024 14:05
: CG\JU
: P2886-02
: 4 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF138364.D\data.ms
1.5e+07
1le+07
6.951
50000002.169
7.445
5.504 6.8
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: BF138364.D\data.ms
12 04
1.5e+07
2.968
12.074 12121598
1e+07
50000007 -
11.786 2174 1 13.3(
8. 11.93 '
0 A R = R B L e e T 7 T T
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: BF138364.D\data.ms
1.5e+07
15.451
le+07
13.539
14.445
5000000
3 14.510
. AN 74 17
[LA/\A UL 16.415 17.086 %@5
O T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ \j\Y\\/L‘/\\‘V}/\\'\f ‘ 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\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Butane, 2-methoxy-2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
2.169 89.15 ng 6238380 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 14 (2.169 min): BF138364.D\data.ms (-7) (-) m/z 73.05 100.00%

73.0
5000
43.0
AR A RAAREREREIEEESE
‘ ‘ 2.202.302.402.502.60
okl i 11010 12811519 17802030 /5 43,05  34.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T T [T T T T[T [T TT1TT
43.0 2.202.302.402.502.60
' ‘ ‘ m/z 87.05 27.70%
O\‘\u‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
AR R aan s
2.202.302.402.502.60
5000 41.0 m/z 55.05 25.27%
ol A 1970 1290
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4994 Pentane, 3-methoxy- R ARERRAREREEEIE R
73.0 2.202.302.402.502.60
m/z 41.05 11.38%
5000
45.0
0‘_Muq&‘ﬂ‘uwhw‘;g¥pu‘u“_“w‘u“H“_‘H‘ R NRRRRNRARESEASEEReEEsuay
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 11
R.T. EstConc Area Relative to ISTD R.T.
6.951 104.90 ng 7340270  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
3 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
4 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 47
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 47
Abundance Scan 827 (6.951 min): BF138364.D\data.ms (-821) (-) m/z 57.05 100.00%
57.0
5000 411
83.1 e T
‘ ‘ " 6.60 6.80 7.00 7.20
0 bl 1221290 s 4110 38.69%
miz-> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L L LN BN L B
410 6.60 6.80 7.00 7.20
83.0 m/z 43.05 31.45%
miz--> 20 40 60 80 100 120 140
Abundance #15693: 2-Propyl-1-pentano
57.0
A
6.60 6.80 7.00 7.20
5000 410 m/z 55.05 27.87%
o
obaso Lo ML L L e
m/iz--> 20 40 60 80 100 120 140
Abundance #24450: 2-Ethyl-1-hexanol, methyl ether A e
57.0 6.60 6.80 7.00 7.20
m/z 70.05 22.51%
41.
5000
830 112.0 /\
0 \1\5\'?\‘1‘\ \Hw‘\ iy \‘1“\ \ “!w \ \“‘ R \1\4‘170\ \ ,/\A,ﬂ
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05

Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 3 Hexanoic acid, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.816 435.52 ng 37972600 Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 91
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 59
3 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 47
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
Abundance Scan 974 (7.816 min): BF138364.D\data.ms (-921) (-) m/z 72.95 100.00%
3.0
5000
41.0
101.1 T T T T
I ‘ ‘ | 7.40 7.60 7.80 8.00 8.20
Ol ool il L 112911460 0 gg a5 85.34%
miz--> 20 60 80 100 120 140 160
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 L B AL B I
41.0 7.40 7.60 7.80 8.00 8.20
101.0 m/z 41.05 32.52%
Ot \‘.O\H\ \‘i“\‘\ T \“\‘\ T b T \‘! ‘1\2\9\.9‘ T
miz-> 20 0 80 100 120 140 160
Abundance #35335: Heptanoic acid, 2-ethyl-
88.0
R
7.40 7.60 7.80 8.00 8.20
5000 m/z 57.05 31.11%
41.0
LT )
Ol Ayl 1580
m/z--> 20 40 60 80 100 120 140 160
Abundance #24164: 2-Ethyl-4-methylpentanoic acid R R
73.0 7.40 7.60 7.80 8.00 8.20
m/z 87.05 23.02%
5000 41.0
101.0
0 ‘1‘559“1“ “H;‘NM - ““m T A ‘1‘2“9(9‘ R ARRE L=
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Octanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.081 76.02 ng 6628350  Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Hexanoic acid 116 C6H1202 000142-62-1 55
3 Pentanoic acid 102 C5H1002 000109-52-4 50
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47
Abundance Scan 1019 (8.081 min): BF138364.D\data.ms (-1004) (-) m/z 60.00 100.00%
60.0
5000 43.0 /\A
85.0 101.0 R ARARRRRR R
‘ ‘ H‘ - 7.80 8.00 8.20 8.40
1 w‘“ e $220 1440 0 7300 74.82%
miz-> 20 40 60 80 100 120 140
Abundance #24056: Octanoic acid
60.0
5000 L L B BN LR
430 7.80 8.00 8.20 8.40
101.0 m/z 43.05 41.37%
270 85.0
0 \\\‘\H\\H\‘\\“H“\\\\“‘H‘\\\”‘\\\‘\‘172\9\0\14\50
miz-> 40 60 80 100 120 140
Abundance #9146: Hexanoic acid
60.0
R S s
7.80 8.00 8.20 8.40
5000 m/z 41.10 39.73%
41.0 87.0
ST e S
miz--> 20 60 80 100 120 140
Abundance #4774: Pentanoic acid R AREE RN e e
60.0 7.80 8.00 8.20 8.40
m/z 55.05 35.02%
5000
41.0
ok A ‘MW‘ N S N A VOUEY
m/z--> 20 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 2-Propenoic acid, 3-phenyl-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.751 75.19 ng 7584330  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, 3-phenyl-, eth... 176 C11H1202 004192-77-2 98
2 Ethyl (Z)-cinnamate 176 C11H1202 004610-69-9 98
3 2-Propenoic acid, 3-phenyl-, eth... 176 C11H1202 000103-36-6 97
4 3-Butenoic acid, 2-oxo-4-phenyl- 176 C10H803 1000142-21-0 87
5 Vinyl trans-cinnamate 174 C11H1e02 017719-70-9 64

Abundance Scan 1303 (9.751 min): BF138364.D\data.ms (-1299) (-) m/z 131.00 100.00%

131.0
103.1
5000
77.0

176.1 1 )

—— —

51"0 H | 9.50 10.00
O oo el e 3842 21020 40 163 05 54.30%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #50749: 2-Propenoic acid, 3-phenyl-, ethyl ester, (E)-
131.0

103.0
s000 T e
77.0 : :
176.0 m/z 77.05  35.29%
51.0
0 ‘2\?-\0\‘H“i\“\HHMH‘\\‘H‘\H‘\\‘!\‘\HH“\H‘\“HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50632: Ethyl (Z)-cinnamate
131.0
IV
103.0 9.50 10.00
5000 ' m/z 176.10 26.60%
.o 176.0
51.0
o2 i e A L L
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #50723: 2-Propenoic acid, 3-phenyl-, ethyl ester —— ——
131.0 9.50 10.00
m/z 104.05 16.18%

5000 103.0

7o 176.0

51.0
27.0 ‘
|

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.933  92.21 ng 6253490  Phenanthrene-d10 11.398
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 53
3 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 53
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 52
5 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 50
Abundance Scan 1504 (10.933 min): BF138364.D\data.ms (-1500) (- m/z 57.10 100.00%
57.1
- }\mk\’\
11.00
140.1 .
0 _H]l_“‘mlh_‘3%‘3?1‘2_HW‘,‘HWW‘_WMWWW m/z 41.10 17.11%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 1
11.00
m/z 83.10 15.07%
140.0213.0
0 ‘HJ\“‘\.IJ[\[‘\‘L\L\J\“\\Hl‘\l\H‘\H\‘HH’HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester
57.0
s
11.00
5000 m/z 69.05 12.86%
169.0
o LULLLL | 12420 3920
e e e e e
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate —
57.0 11.00
m/z 55.05 12.21%
5000
9.0
ol %ﬂ .. 281.0355.0429.0 532.0 678.(
e e e e e e T e P
m/z--> 0 50 100150200250300350400450500550600650 11.00

8270-BF061224 .M Fri Jun 28 12:59:00 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.963 162.90 ng 11047300  Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 87
2 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-4 53
3 Butyl octacosyl ether 467 C32H660 1000406-41-1 53
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 50
5 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 50
Abundance Scan 1509 (10.963 min): BF138364.D\data.ms (-1506) (- m/z 57.10 100.00%
57.1
- Nh
=
| )y, 1902 2132 o
T it R m/z 41.10  22.44%
miz--> 50 100 150 200 250 300 350 400
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 T T
11.00
m/z 83.10 18.40%
140.0
O+ ‘\ \H“\ ‘\‘ \h\m‘ \‘“\“\ 1‘ “\ TT \2“1\‘3\0\\ ‘2\7\0\0\ LA B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #277593: Hexanoic acid, 3,5,5-trimethyl-, pentadec-4-yl €
57.0 141.0
11.00
5000 m/z 69.10 16.09%
‘ } ‘ 210.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #330748: Butyl octacosyl ether T
57.0 11.00
m/z 55.10 14.92%
5000
11.0
ol \ ‘\‘\‘H\ | .1 167.0211.0 264.0308.0 3920
L B e e —
m/z--> 50 100 150 200 250 300 350 400 11.00

8270-BF061224 .M Fri Jun 28 12:59:01 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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@-Methyl-E-11-tridecen-1-o0... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.992 97.30 ng 6598240  Phenanthrene-d10 11.398
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 10-Methyl-E-11-tridecen-1-0l pro... 268 C17H3202 1000130-97-4 53
3 17-Pentatriacontene 491 C35H70 006971-40-0 43
4 1-Tetracosene 336 C24H48 010192-32-2 43
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 43

Abundance Scan 1514 (10.992 min): BF138364.D\data.ms (-1512) (- m/z 57.10 100.00%

57.1
5000

111.1 213.2 11 00
. “MHLATMH‘“H“_“‘_“w“‘w“w“‘w‘ m/z 41.10  20.22%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0

5000
11 00

m/z 83.10 19.53%

140.0
O\\J\\H‘\.‘\h\m‘\‘“\“\\‘\\\\2‘1\3\9\2‘\7\0\0\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158439: 10-Methyl-E-11-tridecen-1-ol propionate
57.0

o

11.00
5000 m/z 69.10 16.47%
ol ‘?940 080 K/V\AAH&,H
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336401: 17-Pentatriacontene o
57.0 11.00

m/z 55.10  14.36%

- I ULM
0 J ‘ .‘M ‘n yid L 0223.0278.0334.0390.0 490, LU

m/z--> 0 50 100 150 200 250 300 350 400 450 11.00

8270-BF061224.M Fri Jun 28 12:59:02 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05

Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Tetradecanoic acid Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.092 83.56 ng 5666640  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetradecanoic acid
2 Dodecanoic acid

3 n-Decanoic acid

4 Undecanoic acid

5 Tridecanoic acid

228 C14H2802
200 C12H2402
172 C1eH2002
186 C11H2202
214 C13H2602

000544-63-8 98
000143-07-7 80
000334-48-5 70
000112-37-8 64
000638-53-9 64

Abundance Scan 1531 (11.092 min): BF138364.D\data.ms (-1523) (- m/z 73.00 100.00%
73.0
43.1
5000 129.1
185.1
T T
L | asra 2282 e ;
0“wu‘q:ww‘“‘ﬂ‘AMJMMWH‘HH‘H‘Wm‘ﬂu‘W‘HW‘HW m/z 60.00 82.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 ‘ ‘Od i
1850 / j;.le 67.52%
“ 228.0 m/z . .52%
O:!-\S\.R‘\‘\\‘i‘}‘\\H\“‘\H\‘\‘H\‘\\ﬁ“\\‘h“\‘\‘\‘\\“\]\-\s\‘\\H‘HH‘HH‘\!H‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75716: Dodecanoic acid
60.0
T [
11.00
5000 129.0 ITI/Z 41.10 59.95%
157.0
29.0 87.0
‘ U ‘ 200.0
0““LHMuNN ”Mww‘M‘M‘_Nuwu‘q‘ﬂ‘_“w‘u‘_‘u‘u‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46966: n-Decanoic acid T
73.0 11.00
m/z 55.10 57.51%
129.0
5000
43.0
lj jjros0 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00

8270-BF061224 .M Fri Jun 28 12:59:04 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Hexadecanoic acid, ethyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.074 227.94 ng 15457800  Phenanthrene-di1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, ethyl ester 284 C18H3602 000628-97-7 98
2 Ethyl tridecanoate 242 C15H3002 028267-29-0 90
3 Undecanoic acid, ethyl ester 214 C13H2602 000627-90-7 90
4 Ethyl 13-methyl-tetradecanoate 270 C17H3402 1000336-61-5 72
5 Pentadecanoic acid, ethyl ester 270 C17H3402 041114-00-5 72

Abundance Scan 1698 (12.074 min): BF138364.D\data.ms (-1692) (- m/z 88.05 100.00%
88.0
5000
43.1
157.1 241.2 T
Y T T e O s o
oot AL b A2 L b m/z 161.05  70.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179135: Hexadecanoic acid, ethyl ester
88.0
5000 — :
12.00
55.0 157.0 2410 284.0 m/z 43.10 35.11%
199.0
0‘\\\\‘H\U”\\H‘\‘\“\H‘\\“‘\\‘\]*\‘\\\o\“\\H“\\\\‘\‘\\\‘\\H’HHUHH‘HH’!H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126204: Ethyl tridecanoate
88.0
T 7
12.00
5000 m/z 55.10 29.65%
43.0
1570 197.0 2420
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92112: Undecanoic acid, ethyl ester e
88.0 12.00
m/z 41.10 28.50%
50001 41.0
157.0
owml‘U‘M M A0 2o A
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

8270-BF061224 .M Fri Jun 28 12:59:05 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05

Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: 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 11 9-Octadecenoic acid (Z)-, m... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.510 324.00 ng 21972300  Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98

Abundance Scan 1772 (12.510 min): BF138364.D\data.ms (-1768) (- m/z 55.10 100.00%
5[:
97.1
5000
264.1
222.2
‘ o
LBALLET T L L 2
ol ‘u w”‘ A o L T m/z 69.18  69.57%
m/z--> 100 150 200 250 300
Abundance #194440 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 =
12.50
230 m/z 41.10 69.03%
1800 222.0 264.0
ok “\‘ L u‘\\\‘\h“m‘mh\‘h ull ‘\\‘ Eam “‘ 1 ‘H‘ ‘2‘9\6‘C
m/z--> 200 250 300
Abundance #194422. 16—Octadecen0|c acid, methyl ester
55.0
N \
12.50
m/z 74.05 62.12%
5000 870 /
264.0
23.0 1800 222.0 ‘
0 . ‘H“ “u “ ‘d ‘\‘HM‘ \H\H m iy ‘L P ;‘ . “‘ ‘2‘96(:
m/iz--> 50 100 150 200 250 300
Abundance #194450: 9-Octadecenoic acid, methyl ester, (E)- — ‘
55.0 12.50
m/z 83.10 55.10%
5000
o by U
m/z--> 50 100 150 200 250 300 12.50

8270-BF061224 .M Fri Jun 28 12:59:06 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Methyl stearate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.598 227.02 ng 15395700  Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 90
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
4 Heptadecanoic acid, 14-methyl-, ... 298 C19H3802 002490-23-5 76
5 2-Methylpentadecanoic acid 256 C16H3202 025354-92-1 76

Abundance Scan 1787 (12.598 min): BF138364.D\data.ms (-1781) (-} | m/z 74.05 100.00%
74.0
5000
43.1
143.1 255.2
; — Py
‘ ‘ H 111 ‘ 199.1 298.: 12.50 13.00
0 “‘u‘pww W\ﬁ vl e J‘MH “M : m/z 87.05 79.40%
miz--> 50 100 150 200 250 300
Abundance #197271: Methyl stearate
74.0
5000 —AL e
43.0 12.50 13.00
143.0 m/z 43.10  37.36%
199.0 255.0 298.C
Lo | |
04 \“\ ‘\““\‘1“ \‘H‘\”’ \M\‘i \“‘\ —Ls T T \“‘\“\ T \“ T
miz-> 50 100 150 200 250 300
Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
. :
12.50 13.00
5000 208.C m/z 55.10 30.16%
43.0
143.0
‘ ‘ Fn.o ‘ 199.0  255.0
oL “‘ \“ il ‘HH‘ h”\ ‘HH‘\"‘ \“\ ‘u\‘} b oty o ‘i - \‘L ‘L‘ | “ :
m/iz--> 50 100 150 200 250 300
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester “A‘ = —
74.0 12.50 13.00
m/z 143.05  27.22%
5000
143.0 255.0
199.0 298.C
L g |
) SN 1)) 1) L X OV Y VNS N —d M
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF061224 .M Fri Jun 28 12:59:07 2024

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 (E)-9-Octadecenoic acid eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.810 1248.87 ng 100103000 Chrysene-di12 14.039
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 94
3 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 83
4 Ethyl 9-hexadecenoate 282 C18H3402 054546-22-4 81
5 E-11-Hexadecenoic acid, ethyl ester 282 C18H3402 1000245-71-9 81

Abundance Scan 1823 (12.810 min): BF138364.D\data.ms (-1796) (- m/z 55.10 100.00%

S

5000
12.50 13.00
0! m/z 41.10 73.83%
m/z--> 50 100 150 200 250 300
Abundance #212191 (E)-9-Octadecenoic acid ethyl ester

61}
a1
[N

5000 — =
264.0 12.50 13.00
1800 2220 ' m/z 69.10 69.50%
37.0 H 310.
0! ol H‘\M“\H h\“\““l‘
150

miz--> 50 200 250 300
Abundance #212139. Ethyl Oleate
55.0
— —=
12.50 13.00
5000 m/z 83.10 57.96%
264.0
222 0
180 0 ‘ 310.C
miz--> 50 150 200 250 300
Abundance #194444: 8—Octadecen0|c acid, methyl ester, (E)- — —==
55.0 12.50 13.00
m/z 43.10 56.61%
264.0
5000
0 180.0 222.0
AT )
0! M‘H \“h \‘H m m’ 1, h\ ‘u‘\‘ . ‘ . ‘w - =
m/z--> 150 200 250 300 12.50 13.00

8270-BF061224 .M Fri Jun 28 12:59:09 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 14 Octadecanoic acid, ethyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.904 836.79 ng 67072600  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethyl ester 312 C20H4002 000111-61-5 99
2 Pentadecanoic acid, ethyl ester 270 C17H3402 041114-00-5 93
3 Undecanoic acid, ethyl ester 214 C13H2602 000627-90-7 86
4 Ethyl 13-methyl-tetradecanoate 270 C17H3402 1000336-61-5 83
5 Heptadecanoic acid, 15-methyl-, ... 312 C20H4002 057274-46-1 81

Abundance Scan 1839 (12.904 min): BF138364.D\data.ms (-1829) (- m/z 88.05 100.00%
88.0
157.1
269.1 ]
‘ ‘ 2131 ‘ 312.3 13.00
ol sy L T L L s 161,00 70.69%
miz--> 50 100 150 200 250 300
Abundance #214945: Octadecanoic acid, ethyl ester
88.0
5000 T
43.0 13.00
: 157.0 2600 220 | m/z 43.10  46.69%
i e ]
[ “M“\U \‘M ‘\‘H‘\‘\‘\ }2‘3\"0““ S R \‘ “ S - ‘\‘ L} - ‘ ‘\‘ .
miz--> 50 100 150 200 250 300
Abundance #161204: Pentadecanoic acid, ethyl ester
88.0
o
13.00
5000 m/z 41.10 33.48%
43.0
157.0 225.0 270.0
I 1t s L L
m/iz--> 50 100 150 200 250 300
Abundance #92112: Undecanoic acid, ethyl ester —=
88.0 13.00
m/z 55.10 32.82%
5000 41.0
‘H 157.0
Y 8 10 Y . E— L
m/z--> 50 100 150 200 250 300 13.00

8270-BF061224 .M Fri Jun 28 12:59:10 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Isopropyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.969 184.94 ng 14824200  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl stearate 326 C21H4202 000112-10-7 72
2 i-Propyl 16-methyl-heptadecanoate 326 C21H4202 1000336-66-3 47
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 37
4 Octadecanoic acid 284 (C18H3602 000057-11-4 27
5 5,19-Cyclo-5.beta.-androst-6-ene... 284 C19H2402 033585-88-5 25
Abundance Scan 1850 (12.968 min): BF138364.D\data.ms (-1845) (- m/z 43.10 100.00%
3. 284.1
102.1
5000
i 1851 241.2
431 ‘ 13.00
ol Wi ol L3262 s 0415 95.22%
miz--> 50 100 150 200 250 300 350
Abundance #232196: Isopropyl stearate
43.0
102.0
284.0
5000 T
13.00
m/z 102.05 57.97%
1850 2410 ‘
Ow“‘r‘ ‘Hm h\\‘\\hur‘.”\“‘\“‘\‘ ““\“\“:‘32‘6‘(‘)“”
miz-> 100 150 200 250 300 350
Abundance #232241. i-Propyl 16-methyl-heptadecanoate

284.0

13.00
m/z 285.15 56.86%

5000

0,
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e e A

43.0 13.00
m/z 60.00 51.48%
5000 284.0
3.0 129 0
i L 2 372,

0\\“““\ “HM‘H\“‘\\‘\\“\‘\‘\\“\\\\‘\\\\‘\\\. A

m/z--> 50 100 150 200 250 300 350 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

BF138364.D
: 27 Jun 2024 14:05
: CG\JU
: P2886-02
: 4 Sample Multiplier: 1

TIC Library
TIC Integration Parameters: LSCINT.P

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 16 Eicosanoic acid, ethyl ester Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.539 100.22 ng 8032810  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, ethyl ester 340 C22H4402 018281-05-5 98
2 Heptadecanoic acid, ethyl ester 298 C19H3802 014010-23-2 93
3 Methyl 19-methyl-eicosanoate 340 C22H4402 1000336-23-8 91
4 Tetradecanoic acid, ethyl ester 256 C16H3202 000124-06-1 87
5 Hexadecanoic acid, ethyl ester 284 C18H3602 000628-97-7 83
Abundance Scan 1947 (13.539 min): BF138364.D\data.ms (-1942) (- m/z 88.05 100.00%
88.0
5000 43.1 Aj\
157.1 —t L :
‘ 2132 255.2 290 3403 13.50
ol Al LRI L U w/z 101.e5  73.42%
m/z--> 50 100 150 200 250 300 350
Abundance #248991: Eicosanoic acid, ethyl ester
88.0
50007 43.0 U \
13.50
m/z 43.10 37.78%
157.0 2970 340.0
O T f \“‘ “ “H \“\ ‘\ \‘ ‘\ T \1\9‘9\0\2\4\1‘0\ T \ ‘ T T !‘ ‘ L
miz--> 100 150 200 250 300 350
Abundance #197323: Heptadecanoic acid, ethyl ester
88.0
RN T
13.50
5000 m/z 55.10 29.56%
43.0
‘ ‘ H ‘ 15‘7.0 1090 2550 298.0
YRR {1 8 RS W SN G W
m/z--> 50 100 150 200 250 300 350
Abundance #248992: Methyl 19-methyl-eicosanoate —
88.0 13.50
m/z 57.05 27.18%
5000
157.0 340.0
‘ 1000 2410 2970 ‘
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 9-Octadecenoic acid, (E)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.445 76.83 ng 6158430  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90
2 Oleic Acid 282 (C18H3402 000112-80-1 55
3 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 46
4 1-Decene, 4-methyl- 154 C11H22 013151-29-6 46
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 43
Abundance Scan 2101 (14.445 min): BF138364.D\data.ms (-2093) (- m/z 57.10 100.00%
57.1
5000
112 1
} 265.1 L —
14.50
- ‘h M‘ b 3005 2202 “ 32 3993 nyz 71010 82.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 T
14.50
11.0 o
264.0 m/z 55.10 55.84%
kb5 2200
o) - “J‘ il u‘m‘h‘\‘u‘uwh\;‘u“\ e et
m/z--> 50 100 150 200 250 300 350 400
Abundance #176207: Oleic Acid
55.0
—
14.50
5000 m/z 43.10 42.91%
11.0
264.0
L Lm0 2200
(oL RN L R S I
m/z--> 50 100 150 200 250 300 350 400
Abundance #59106: Nonane, 4-methyl-5-propyl- %
57.0 14.50
m/z 69.10 39.36%
5000
112.0
0 1840 ML
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Pentadecafluorooctanoic aci... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14.721 93.45 ng 7290650 Chrysene-di2 14.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 89

2 Tetradecanoic acid, dodecyl ester 396 C26H5202 002040-64-4 89
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 55
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 55
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 55
Abundance Scan 2148 (14.721 min): BF138364.D\data.ms (-2143) (-} | m/z 229.20 100.00%
229.2
57.1
5000
— —
t hJ (T ‘ por1 3964 14.50 15.00
ol kbbbl Lk ) 2971 SO0 e M/z 57.10 71.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 e =
14.50 15.00
m/z 43.10 65.38%

OJ‘F‘\AllT\z!SlZ.O:;B\g.O64?"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #299828: Tetradecanoic acid, dodecyl ester
43.0

T
229.0 14.50 15.00
5000 m/z 55.05  48.69%

1.0 396.0
ob MMy L 1] 2070 T
miz—-> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance : ioni i -

#311253: Pentafluoropropionic acid, octadecyl ester T T
57.0 14.50 15.00

m/z 69.10 40.94%

5000
5.0

Il \ 252.0 398.0
Ol H““ilm““u SR - —
I | | | | | I | l | I I 1

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50 15.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Myristyl myristate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.451 385.87 ng 32594900  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristyl myristate 424 C28H5602 003234-85-3 94
2 Naphtho(2,1-f)quinoline 229 C17H11N 000218-08-6 47
3 Benzo(a)acridine 229 C17H11N 000225-11-6 47
4 Ethanethioic acid, S-tetradecyl ... 272 C16H320S 090031-26-8 45
5 4H-1-Benzopyran-4-one, 3-(1-pipe... 229 C14H15N02 040302-79-2 43
Abundance Scan 2272 (15.451 min): BF138364.D\data.ms (-2260) (- m/z 229.15 100.00%
229.2
5000 57.1
15.50
oHu MM M M m,m““ ‘ (2841 3303 4205 10 a4.76%
m/z--> 5 100 150 200 250 300 350 400
Abundance #315336: Myristyl myristate
57.0 229.0
5000 LN
15.50
11.0 eso m/z 43.10  42.41%
1
424.(
ol ‘\ d‘\w . ) ‘\‘ 2840 3520 TTIC
m/z--> 50 100 150 200 250 300 350 400
Abundance #110529: Naphtho(2,1-f)quinoline
229.0
—=
15.50
5000 ITI/Z 55.05 30.89%
100.0
NPT A .. Y S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #110527: Benzo(a)acridine —
229.0 15.50
m/z 83.05 28.35%
5000
114.0
|0 | o |
et e ——
m/z--> 50 100 150 200 250 300 350 400 15.50
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\

B
02
. C
. P

4

Quant Method
Quant Title

TIC Library

Library Search Compound Report

F138364.D
7 Jun 2024 14:05
G\JU
2886-02
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 20 unknownl8.368 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.368 165.03 ng 13040300 Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tsobutyl tetradecyl carbonate 314 Cl9H3803 950275-58-2 43
2 Dodecyl nonyl ether 312 C21H440 1000406-37-5 43

1000382-90-7 43
004390-04-9 38
1000383-16-1 38

3 Carbonic acid, dodecyl prop-1-en... 270 C16H3003
4 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 Cl6H34
5 Carbonic acid, decyl dodecyl ester 370 C23H4603

Abundance Scan 2768 (18.368 min): BF138364.D\data.ms (-2751) (- m/z 57.10 100.00%
57.1
5000 l///\\\/r\
— —
140.1196 2 18.00 18.50
o"‘W‘J‘UMWMH"H??ﬁ‘%?}?ﬂ-%‘?ﬁ??-‘QH‘,W_S?%-’ m/z 71.10 14.28%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #217459: Isobutyl tetradecyl carbonate
57.0
5000 - —=
18.00 18.50
m/z 83.05 12.69%
A0 20
OHH“H\‘\“”\‘\"H‘\‘\H“HH‘\H\‘HH‘HH‘HH’HH‘HH‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215087: Dodecyl nonyl ether
57.0
— —
18.00 18.50
5000 ITI/Z 85.10 12.05%
1FG.O
owLW wl‘J“Mwl‘?’?:qu_uWm‘HH_M,HHWH‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester P —
57.0 18.00 18.50
m/z 140.05 11.27%
5000 ////\\‘ﬁ\
P A
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138364.D

Acqg On : 27 Jun 2024 14:05
Operator : CG\JU

Sample : P2886-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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|
Butane, 2-metho... 2.169 89.2 ng 6238380 1 6.881 1399550 20.0
1-Hexanol, 2-et... 6.951 104.9 ng 7340270 1 6.881 1399550 20.0
Hexanoic acid, ... 7.816 435.5 ng 37972600 2  8.163 1743790 20.0
Octanoic acid 8.081 76.0 ng 6628350 2  8.163 1743790 20.0
2-Propenoic aci... 9.751 75.2 ng 7584330 3  9.916 2017510 20.0
1-Octanol, 5,7,... 10.933 92.2 ng 6253490 4 11.398 1356330 20.0
Hexanoic acid, ... 10.963 162.9 ng 11047300 4 11.398 1356330 20.0
10-Methyl-E-11-... 10.992 97.3 ng 6598240 4 11.398 1356330 20.0
Tetradecanoic acid 11.092 83.6 ng 5666640 4 11.398 1356330 20.0
Hexadecanoic ac... 12.074 227.9 ng 15457800 4 11.398 1356330 20.0
9-Octadecenoic ... 12.510 324.0 ng 21972300 4 11.398 1356330 20.0
Methyl stearate 12.598 227.0 ng 15395700 4 11.398 1356330 20.0
(E)-9-Octadecen... 12.810 1248.9 ng 100103000 5 14.039 1603100 20.0
Octadecanoic ac... 12.904 836.8 ng 67072600 5 14.039 1603100 20.0
Isopropyl stearate 12.969 184.9 ng 14824200 5 14.039 1603100 20.0
Eicosanoic acid... 13.539 100.2 ng 8032810 5 14.039 1603100 20.0
9-Octadecenoic ... 14.445 76.8 ng 6158430 5 14.039 1603100 20.0
Pentadecafluoro... 14.721 93.5 ng 7490650 5 14.039 1603100 20.0
Myristyl myristate 15.451 385.9 ng 32594900 6 15.509 1689430 20.0
unknown18.368 18.368 165.0 ng 13940300 6 15.509 1689430 20.0
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