LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57906.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.175 179 185 200 rVB 1106694 1828009 2.77% 0.395%
2 4.422 221 227 232 rBV 522762 823180 1.25% 0.178%
3 4.551 242 249 261 rVB 428734 679041 1.03% 0.147%
4 5.027 318 330 339 rVB 963507 1582459 2.40% 0.342%
5 5.497 402 410 416 rBV 354266 910637 1.38% 0.197%

6 7.366 709 718 723 rVB3 240487 811297 1.23% 0.175%
7 7.912 808 821 826 rBV3 266593 702136 1.06% ©.152%
8 8.100 826 853 857 rBV3 10225238 66043466 100.00% 14.268%
9 9.087 1012 1021 1028 rBV2 871553 1581106 2.39% 0.342%
9

10 .439 1039 1081 1084 rBV 855380 6140172 9.30% 1.326%
11 9.480 1084 1088 1100 rVB 450760 716568 1.08% ©.155%
12 10.420 1181 1248 1249 rBV2 1681033 18754950 28.40% 4.052%
13 13.082 1654 1701 1704 rBV 3181125 24270732 36.75% 5.243%
14 13.176 1711 1717 1722 rBV 1523098 2412853 3.65% ©.521%
15 14.192 1885 1890 1899 rVB2 1240000 1776049 2.69% ©.384%
16 14.445 1922 1933 1939 rBV 460452 893469 1.35% ©.193%
17 14.545 1945 1950 1961 rVB2 554645 1172043 1.77% ©.253%
18 14.662 1965 1970 1979 rVB 669870 888747 1.35% ©.192%
19 15.197 2019 2061 2063 rBV2 7384683 53409564 80.87% 11.538%
20 15.890 2173 2179 2188 rVB 4355202 6053084 9.17%  1.308%
21 15.990 2191 2196 2201 rVV 587666 800398 1.21% ©.173%
22 16.049 2201 2206 2211 rVV2 894913 1409397 2.13% 0.304%
23 16.102 2211 2215 2221 rVB 1842051 2342318 3.55% ©.506%
24 16.478 2271 2279 2283 rBV 2292243 3479897 5.27% ©.752%
25 16.531 2283 2288 2292 rVV 4354934 6893634 10.44% 1.489%
26 16.578 2292 2296 2307 rVB 3092305 4783502 7.24% 1.033%
27 16.872 2319 2346 2350 rBV 8239892 45767519 69.30% 9.887%
28 16.936 2352 2357 2364 rVB 1316545 2567602 3.89% ©.555%
29 17.077 2377 2381 2393 rVB 535141 952067 1.44% 0.206%
30 17.301 2414 2419 2425 rBV 585642 894243 1.35% 0.193%
31 17.800 2497 2504 2518 rVB3 311410 705670 1.07% ©.152%
32 17.918 2520 2524 2529 rBV 610403 795492 1.20% 0.172%
33 18.105 2547 2556 2566 rBV5 296085 1036283 1.57% 0.224%
34 18.288 2567 2587 2590 rBV 7520046 28851356 43.69% 6.233%
35 18.505 2618 2624 2632 rVB2 478952 985721 1.49% 0.213%

36 18.617 2639 2643 2648 rVB 982937 1299725 1.97% 0.281%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.122 2724 2729 2737 rBV 3981990 5791120 8.77% 1.251%
38 19.245 2746 2750 2754 rBV 1192088 1387541 2.10% 0.300%
39 19.404 2762 2777 2782 rBV 5588761 15603902 23.63% 3.371%
40 19.451 2782 2785 2788 rVV 967458 1602150 2.43% 0.346%
41 19.492 2789 2792 2795 rVV 1405498 1988502 3.01% 0.430%
42 19.522 2795 2797 2803 rVB3 844607 1156985 1.75% 0.250%
43 19.651 2815 2819 2822 rBV 1030866 1136821 1.72% 0.246%
44 19.704 2824 2828 2832 rVB 1363979 1677240 2.54% 0.362%
45 19.815 2841 2847 2854 rVB 4463673 6290181 9.52%  1.359%
46 19.921 2860 2865 2870 rVB 2347091 3208235 4.86% ©0.693%
47 19.974 2870 2874 2878 rBV = 714321 832404 1.26% 0.180%
48 20.191 2907 2911 2913 rBV 580456 710729 1.08% 0.154%
49 20.221 2913 2916 2921 rVB 2243557 2664531 4.03% 0.576%
50 20.362 2935 2940 2944 rVB 5240396 6923543 10.48% 1.496%
51 20.503 2959 2964 2968 rVB2 693313 1000046 1.51% 0.216%
52 20.708 2995 2999 3005 rVB 895063 1237981 1.87% 0.267%
53 20.879 3022 3028 3031 rBV 4621192 6349667 9.61% 1.372%
54 20.914 3031 3034 3040 rVB 672601 747441 1.13% 0.161%
55 20.984 3041 3046 3049 rBV 605938 936967 1.42% 0.202%
56 21.225 3080 3087 3092 rVB 7242983 11458243 17.35% 2.475%
57 21.413 3113 3119 3126 rBV 4189151 6073099 9.20% 1.312%
58 21.554 3139 3143 3146 rBV 504497 866767 1.31% 0.187%
59 21.936 3203 3208 3216 rBV2 432460 1436371 2.17% 0.310%
60 22.218 3250 3256 3261 rVV 1670136 2956435 4.48% 0.639%
61 22.271 3261 3265 3272 rVV2 812978 1713108 2.59% 0.370%
62 22.371 3272 3282 3287 rVB 7955400 16532582 25.03% 3.572%
63 22.671 3328 3333 3347 rVB 357242 1155884 1.75% 0.250%
64 23.740 3508 3515 3523 rBV2 1379063 3003963 4.55% 0.649%
65 23.975 3524 3555 3570 rVB4 10556849 59005857 89.34% 12.747%

66 24.715 3675 3681 3695 rVB2 323228 915850 1.39% ©.198%
67 26.977 4059 4066 4082 rVB2 464876 1512873  2.29%  0.327%

Sum of corrected areas: 462891404
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG057906.D\data.ms
8.100
le+07
8000000
6000000
4000000
2000000 10.420
4.175 5.027 9.08™.439
W 7 ELIRL N e
O' \f\/\ﬁ\‘Y_Y_f‘\\\\‘\\\\‘\\\\‘\\\\%‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057906.D\data.ms
le+07
16.872 22.371
18.288 21.225
8000000 15.197
6000000
15.890 16.531 1413
4000000
B.082
22.218
2000000 9.29594 a); -
" o2 be 8205 P 84 2155019381515, 6
14: 2 .078011%5 § %th 2267
O L e e e e o L e e e .20 e s o s e
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057906.D\data.ms
23.975
le+07
8000000
6000000
4000000
2000000 23.740
24.715 26.977
WWAW—MM

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.100 1881.22 ng 66043500 1,4-Dichlorobenzene-d4 7.917

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 59
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
4 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 53
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 47

Abundance Scan 853 (8.100 min): BG057906.D\data.ms (-826) (-) m/z 57.05 100.00%

57.0
5000 ﬂ
83.1 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ ‘ ‘ 121 7.80 8.00 8.20 8.40
Ol el 11232070 sz 41.e5  48.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L L B L BN LR
7.80 8.00 8.20 8.40
29.0 83.0 m/z 43.05 41.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15784: 1-Pentanol, 2-ethyl-4-methyl-
57.0
R A RRR
7.80 8.00 8.20 8.40
5000 m/z 55.05 40.27%
27.0
83.0
S 1 A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15686: 2-Propyl-1-pentanol  AREEEEE R
57.0 7.80 8.00 8.20 8.40
m/z 56.05 32.27%
5000
29.0 83.0
[ A EEEX:
ol it e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 n-Decanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.082 414.16 ng 24270700  Acenaphthene-dile 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Hexanoic acid 116 C6H1202 000142-62-1 52
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 52
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Nonanoic acid 158 C9H1802 000112-05-0 45
Abundance Scan 1701 (13.082 min): BG057906.D\data.ms (-1654) (- | m/z 60.00 100.00%
60.0
5000
129.0
T
1721 13.00
0! Wyl 2l m/z 73.00  79.63%
miz--> 50 100 150 200 250 300 350
Abundance #46965: n-Decanoic acid
60.0
5000 129.0 — ‘
13.00
m/z 55.00  48.99%
0715. “‘N \“M\ H U‘\ } \“177\‘2;9 ‘ L ‘ T T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #9146: Hexanoic acid
60.0
T
13.00
5000 m/z 41.00 47 .28%
o189l o0
m/z--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt 7 ‘
60.0 13.00
m/z 57.00 47.19%
127.0
5000
oL sl L MJ A 2160 2730 359 — ‘
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG®57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Undecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.197 911.39 ng 53409600 Acenaphthene-d1e 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 Dodecanoic acid 200 C12H2402 000143-07-7 72
3 Nonanoic acid 158 C9H1802 000112-05-0 70
4 Octanoic acid 144 C8H1602 000124-07-2 49
5 .alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 38

Abundance Scan 2061 (15.197 min): BG057906.D\data.ms (-2019) (- | m/z 60.00 100.00%

60.0
5000
129.0 157.1 —

“d quo ‘ 200.1 15.00 15.50
el uwMHhuw‘_MHMH‘_»‘_H‘_HW‘aﬁ%zW“ ajz 72.95 8838

m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #60689: Undecanoic acid
60.0

o

5000 — —
15.00 15.50
29.0 a7 129.0 m/z 55.00 78.88%
186.0
\H\\H\ummo\
O\H‘\i\\‘\‘\\”\‘\wH‘HH‘\H\‘1‘\\\‘\\H‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #75717: Dodecanoic acid
73.0
43.0 15.00 15.50
5000 ITI/Z 43.00 73.54%
129.0
157.0 200.0
‘ 101.0 ‘ ‘
NCEC N 70 P R A,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #35300: Nonanoic acid
60.0 15.00 15.50

m/z 41.00 67.23%

5000
115.0
29.0 ‘

m/z--> 20 40 60 80 100120140160 180200 220 240 260 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.890 103.29 ng 6053080  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl-,... 270 C17H3402 1000406-82-2 91
2 Dichloroacetic acid, 2-ethylhexy... 240 C10H18C1202 068144-72-9 43
3 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 43
4 Hexanoic acid, 3,5,5-trimethyl-,... 214 C13H2602 1000406-05-3 38
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 38
Abundance Scan 2179 (15.890 min): BG057906.D\data.ms (-2173) (- | m/z 57.00 100.00%
57.0
83.0 1121 141.0 = )
‘ ‘ ‘ 15.50 16.00
Y mmuwWLle?wlw‘2”1?:‘1”2‘4‘1”1 m/z 71.65 35.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161243: Hexanoic acid, 3,5,5-trimethyl-, 2-ethylhexyl es
57.0
5000 = A
112.0 15.50 16.00
83.0 141.0 o
29.0 m/z 41.00 29.45
0 ‘\w‘\\‘\\\H‘U\\\\‘\\\\“‘H\\\\‘\\\\“\\\\‘J\-?\Z\?\\\\‘\2\1-\4\.‘0\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122735: Dichloroacetic acid, 2-ethylhexyl ester
57.0
= ==
15.50 16.00
5000 m/z 70.00 28.37%
83.0
112.0
ol L[ 1420 1750
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #111482: Carbonic acid, isobutyl 2-ethylhexyl ester == ==
57.0 15.50 16.00
m/z 83.00 25.40%
5000
83.0 112.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 18
R.T. EstConc Area Relative to ISTD R.T.
16.478 77.83 ng 3479900  Phenanthrene-d10 17.307
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 72
2 Butyl tetradecyl ether 270 C18H380 1000406-40-4 53
3 3-Propionyloxytridecane 256 C16H3202 1000245-62-5 53
4 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 53
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 53
Abundance Scan 2279 (16 478 min): BG057906.D\data.ms (-2271) (- ' m/z 57.00 100.00%
57.0
w JM_/L
16.50
97.0 1401 :
ob b, 0016811962 2852 4 e 13.77%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 1
16.50
m/z 55.00 12.08%
97.0
O \\‘2\%.\(\)"‘\ T \H ’ T \M\ T “\‘\ T \h“ T \H‘\ ‘ \\174\.}0\ ?\]’-Z]\-\R TT \‘2\]\_3‘(\)\ TT ‘25\5‘9 TT
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #161358: Butyl tetradecyl ether
57.0
=
16.50
5000 m/z 83.00 11.57%
20.0 97.0
bbb il | 25016801960 5970
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #143529: 3-Propionyloxytridecane =
57.0 16.50
m/z 69.00 11.05%
5000
115.0
Ol et SSB0T020 2270 J
m/z--> 20 40 60 80 100120140160 180200220240260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 3-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.531 154.18 ng 6893630  Phenanthrene-d10 17.307
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 3-Eicosene, (E)- 280 C20H40 074685-33-9 59
3 Butyl hexadecyl ether 298 C20H420 1010406-40-5 59
4 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 53
5 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 53
Abundance Scan 2288 (16.531 min): BG057906.D\data.ms (-2283) (- | m/z 57.05 100.00%
57.0
16.50 |
97.1 1401 :
0 ‘WWM‘HUHu““w‘ﬂ”‘Mmm‘uH;HH,H“_1‘9‘6‘12‘”_W?ﬁ?"-?w m/z 41.00 15.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 ~ :
16.50
m/z 55.00 13.81%
97.0
0 T \Z‘Z‘.\(\)‘H\ T \U“ T \M\ T “}‘\ T \h“ T \H‘\ ‘ \‘3‘\4\'?.\(\)\‘1’-2:\[\.9 TT } ﬁ%f.‘o\\ TT ‘2\§\5‘.\()\ TT ‘ TT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173731: 3-Eicosene, (E)-
57.0
LN \
16.50
5000 m/z 83.00 13.43%
27,0
0 \‘ ‘\ M 1260 167.0196.0
i
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #197439: Butyl hexadecyl ether =
57.0 16.50
m/z 69.00 12.52%
5000
97.0
e e A e e e o
m/z--> 20 40 60 80 100120140160180200220240260280 16.50

8270-BGO62723.M Fri Jun 30 11:03:16 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\

Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 7 3-Chloropropionic acid, hep...

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.578 106.98 ng 4783500  Phenanthrene-di10 17.307
Hit# of 5 Tentative ID MW MolForm CASH# Qual

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

036400-98-3 90

11
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 59
3 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 53
4 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 53
5 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 53
Abundance Scan 2296 (16 578 min): BG057906.D\data.ms (-2292) (-~ | m/z 57.05 100.00%
57.0
- JM
16.50 |
140.1 .
0 ‘WM\HMHMmHH,H‘}ZH‘Hﬁ‘l‘?"‘?w??ﬁ%w m/z 41.00 14.96%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 = — :
16.50
m/z 83.00 13.44%
97.0
O T \Z‘Z‘.\O\‘H\ T \“ T \M\ T “\‘\ T \h“ T \H‘\ ‘ \%\4\.? \(\)\J’-Z:\L\‘CJ\ TT \ ﬁ%? ‘OH TT ‘z\ﬁ\s‘ \()\ TT ‘ TT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173731: 3-Eicosene, (E)-
57.0
SR \
97.0 16.50
5000 m/z 55.00 12.42%
27.0
L] e soen o
‘WHH‘H‘HH‘HWHH‘HH“H‘HH_HWHH_HWHH_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #255608: 3-Chloropropionic acid, heptadecyl ester P ‘
57.0 16.50
97.0 m/z 69.00 11.79%
5000
2710 ‘ 127.0
o AL L, 2670 2100 ps00 JW
m/z--> 20 40 60 80 100120140160180200220240260280 16.50

8270-BGO62723.M Fri Jun 30 11:03:17 2023
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
BGO57906.D

: 29 Jun 2023 16:03
: CG/IU
: 03324-02

: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

R.T. E

8 Tetradecanoic acid

stConc Area Relative to ISTD

Concentration Rank 3

16.872 1023.60 ng

Hit# of 5

45767500 Phenanthrene-di10

Tentative ID MW MolForm

1 Tetradecanoic acid
2 Undecanoic acid

3 Tridecanoic acid
4 Dodecanoic acid

5 n-Decanoic acid

228 C14H2802
186 C11H2202
214 C13H2602
200 C12H2402
172 C1eH2002

000544-63-8 96
000112-37-8 76
000638-53-9 72
000143-07-7 72
000334-48-5 50

Abundance Scan 2346 (16.872 min): BG057906.D\data.ms (-2319) (- | m/z 60.00 100.00%
60.0
5000
129.0 185.1
= —
7.0 16.50 17.00
R T 7
ol Bl gl b Ll A 2P0 i m/z 73,00 94.20%
miz-> 50 100 150 200 250
Abundance #109280: Tetradecanoic acid
73.0
41.0
5000 1290 228.0 = =
185.0 16.50 17.00
m/z 43.00 75.66%
O . ‘H‘ H‘ “ “h‘\‘ ‘M‘\‘Ml ‘\““‘m“\ ‘\‘ ‘i — “ T
miz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid
60.0
— —
16.50 17.00
5000 m/z 55.00 72.37%
29.0 129.0
‘ ‘?10 ‘ 186.0
Y Y 0 A —
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T —T
73.0 16.50 17.00
m/z 57.05 72.07%
43.0
5000
129.0
171.0 214.0
oL “\“ U‘\‘u‘n ‘m“m A ‘m‘ “\ ‘\‘ ‘ “\‘ —— - Ay
m/z--> 50 100 150 200 250 16.50 17.00

8270-BGR62723.

M Fri Jun 30 11:03:18 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.288 645.27 ng 28851400 Phenanthrene-di10 17.307
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 70
Abundance Scan 2587 (18.288 min): BG057906.D\data.ms (-2567) (- | m/z 60.00 100.00%
60.0,
5000
129.0
213.1 — —
1711 ‘ 256.1 18.00 1850
ob— ‘; w“”‘ oo UL Ll T 818y 7380 95.62%
m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 — —
129.0 18.00 18.50
213.0 m/z 43.05 85.62%
171.0 ‘
0 1 P T
miz--> 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
— —
18.00 18.50
5000 129.0 m/z 57.05 84.36%
29.0 171.0
‘ m 214.0
0 . “\‘ H H‘ h”\ ‘\H M “h“ ‘\“‘ ‘ “‘ T
miz--> 100 150 200 250 300
Abundance #126202: Pentadecanoic acid — —
43.0 18.00 18.50
m/z 55.00 79.01%
5000
1290 242.0
‘ 199.0
Y U5 A YA W
m/z--> 50 100 150 200 250 300 18.00 18.50

8270-BGO62723.M Fri Jun 30 11:03:19 2023 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\

BGO57906.D
: 29 Jun 2023 16:03
: CG/JU
: 03324-02
: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 10 Carbonic acid, 2-ethylhexyl... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.122 129.52 ng 5791120  Phenanthrene-d10 17.307
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 72
2 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 64

3 Dodecanoic acid, isooctyl ester 312 C20H4002 084713-06-4 58
4 Dichloroacetic acid, 2-ethylhexy... 240 C10H18C1202 068144-72-9 53
5 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 43
Abundance Scan 2729 (19.122 min): BG057906.D\data.ms (-2724) (- | m/z 57.00 100.00%
57.0
5000 1831
112.1 ’
F e
19.00 19.50
ol di w“‘h“w L1800 | 2222 2651 0 70,00 65.25%
miz--> 50 100 150 200 250 300
Abundance #199835: Carbonic acid, 2-ethylhexyl nonyl ester
71.0
112.0
5000 == e
19.00 19.50
m/z 43.00 56.04%
29.0 “
0 \”‘\ ‘\““‘\ ‘H‘\‘\h‘ \“\“\14\.5‘.0\ \1\8\9-9\ LA B B B B
miz--> 50 100 150 200 250 300
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecy! ester
57.0
e e
19.00 19.50
5000 1120 m/z 71.05 52.21%
154.0
0Lt \“ b “ 2
miz--> 50 100 150 200 250 300
Abundance #214947: Dodecanoic acid, isooctyl ester —— —
43.0 112.0 183.0 19.00 19.50
m/z 55.00 48.58%
) M
ol L0l | paeo | | mso auc o JUL T
m/z--> 50 100 150 200 250 300 19.00 19.50

8270-BGO62723.M Fri Jun 30 11:03:20 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 9-Octadecenoic acid, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.404 348.99 ng 15603900  Phenanthrene-d1e 17.307
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91
2 9-octadecanoic acid, 2,2,3,3,4,4... 464 C22H35F702 1000376-61-4 90
3 9-octadecenoic acid, 2,2,2-trifl... 364 C20H35F302 1000376-54-3 86
4 Cyclopentadecane 210 C15H30 000295-48-7 86
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 76
Abundance Scan 2777 (19.404 min): BG057906.D\data.ms (-2762) (- | m/z 55.00 100.00%
55.0
11 1 Toen
264.1 19.50
ol Al " HL“M"J‘M“ul,vef d21317 T 3549 m/z 69.00  59.54%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176223: 9-Octadecenoic acid, (E)-
558.0
5000 T
264.0 19.50
’ 1.0 m/z 41.00  58.29%
O \\‘\ ‘\‘1’ 1‘\” I‘ H“H “l’“h\“l\ ‘!l \“ “\ N \“\ \‘\ \“\ ‘ T 1T ‘ T 1T ‘ T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #329983: 9-octadecanoic acid, 2,2,3,3,4,4,4-heptafluorob
5:
——
19.50
5000 m/z 83.05 46.14%
11.0
‘ ‘ 265.0
0 H\Hl\ ‘\‘ MHM\‘\”\‘HN} ’m‘u‘.‘}"\ \M 4 \‘\‘H““““““““‘4"6‘4“
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #273423: 9-octadecenoic acid, 2,2,2-trifluoroethyl ester ——
55.0 19.50
m/z 43.00 43.31%
5000
11.0
\ M 207.0 265.0 364.0
0 Hh‘\’ il \h m\h\‘Jﬂl‘nm‘lh’uu‘M H‘n Iy }\H‘HH‘HH‘HH‘HH‘H —
m/z--> 50 100 150 200 250 300 350 400 450 19.50

8270-BGO62723.M Fri Jun 30 11:03:21 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzoic acid, hexyl ester Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.815 145.14 ng 6290180  Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, hexyl ester 206 C13H1802 006789-88-4 80
2 Benzoic acid, heptyl ester 220 C14H2002 007155-12-6 80
3 Benzoic acid, octyl ester 234 C15H2202 000094-50-8 72
4 Benzoic acid, pentyl ester 192 C12H1602 002049-96-9 53
5 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 53
Abundance Scan 2847 (19.815 min): BG057906.D\data.ms (-2841) (- | m/z 123.00 100.00%
123.0
5000 77.0 A¥
43.0 — O
19.50 20.00
0b— H HU‘ i - ‘1‘6?'1‘ 2041 2430 290 1/ 105.00 89.19%
miz-> 50 100 150 200 250
Abundance #82482: Benzoic acid, hexyl ester
105.0
5000
19.50 20.00
56.0 m/z 77.00  41.82%
O:!-B\.q\ ‘\m iH“\ ‘\ “‘\‘\ “\ \L\36\0| | — \2?6\0\ LA R B
miz--> 50 100 150 200 250
Abundance #98900: Benzoic acid, heptyl ester
123.0
19.50 20.00
5000 ITI/Z 55.00 28.10%
77.0
41.0 ‘
ol b AL} ge30 2200
miz--> 50 100 150 200 250
Abundance #116124: Benzoic acid, octyl ester “ —
123.0 19.50 20.00
m/z 43.00 22.76%
5000
77.0
41.0
0l Ll ““ b 1630 240 — e
m/z--> 50 100 150 200 250 19.50 20.00

8270-BGO62723.M Fri Jun 30 11:03:23 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzoic acid, tridecyl ester Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.362 159.76 ng 6923540  Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, heptyl ester 220 C14H2002 007155-12-6 86
3 Benzoic acid, hexyl ester 206 C13H1802 006789-88-4 78
4 Benzoic acid, octyl ester 234 C15H2202 000094-50-8 72
5 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 59
Abundance Scan 2940 (20.362 min): BG057906.D\data.ms (-2935) (- | m/z 123.00 100.00%
123.0
5000 770 k
ZObd éO%d |
ok 39)9 ““‘ w‘u“‘w‘w L 1822 2322 3041 354 ... 195 06  85.92%
m/z--> 50 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
123.0
5000
20.00 20.50
77.0 m/z 77.00  40.31%
29. ‘ 182.0
0+ \“\(ﬂ ‘M‘H\ HH‘ “\“‘\ ““rh \“\ T L B \:\”0‘4\0\ T T
miz--> 50 100 150 200 250 300 350
Abundance #98900: Benzoic acid, heptyl ester
123.0
20.00 20.50
5000 m/z 55.00 29.25%
77.0
o B9 aese o0
m/z--> 50 100 150 200 250 300 350
Abundance #82482: Benzoic acid, hexyl ester “ —
105.0 20.00 20.50
m/z 43.00 24.18%
5000
56.0
080 L || 18802060
e — —
m/z--> 50 100 150 200 250 300 350 20.00 20.50

8270-BGO62723.M Fri Jun 30 11:03:24 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzoic acid, heptadecyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.879 146.51 ng 6349670  Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 86
3 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 83
4 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 80
5 Benzoic acid, undecyl ester 276 C18H2802 006316-30-9 80

Abundance Scan 3028 (20.879 min): BG057906.D\data.ms (-3022) (- | m/z 123.00 100.00%
123.0
5000
77.0
A —
20.50 21.00
34}‘ 1962
ol LWL L 1600°7> 246.1  318.13%.2 4/; 105.00 77.76%
miz--> 50 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
123.0
5000
20.50 21.00
77.0 m/z 77.00 34.08%
182.0
0 q “ ‘\‘ \L\ L \‘\ L \3\0’4\.0\\ L
miz--> 100 150 200 250 300 350
Abundance #270137.Benzok:add,heptadecylester
1238.0
20.50 21.00
5000 m/z 55.00 28.13%
77.0
o2l L areo 2380 3o
m/z--> 50 100 150 200 250 300 350
Abundance #222566: Benzoic acid, tetradecyl ester — —
123.0 20.50 21.00
m/z 43.00 23.76%
5000
77.0
BLLULL 80 awo e
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BGO62723.M Fri Jun 30 11:03:25 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Pentafluoropropionic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.225 264.39 ng 11458200  Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 60
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 60
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 60
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 53
5 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 52

Abundance Scan 3087 (21.225 min): BG057906.D\data.ms (-3080) (- | m/z 57.00 100.00%

57.0
5000

=i —
21.00 21.50
239.2
0 ﬁ | 88 3252 . m/z 75.00 52.22%
miz--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0

5000 — —_——
11.0 21.00 21.50

m/z 55.00 46.69%

Sl s om0 s
\\\‘\\\\‘ ‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate

57.0

T —
21.00 21.50

5000 110 m/z 43.00 44.18%
0 \‘ b “ ‘ “ \ “ I 168 0 238028\30 334.0
e I e B e A R
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate —— ——
57.0 21.00 21.50

m/z 83.05 37.75%

11.0
169.0
J\ ‘ g 238.0283.0 434

R EE R TP -——n—"e SN, e = ==
miz--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BGO62723.M Fri Jun 30 11:03:25 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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, tetradecyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.413 140.13 ng 6073100  Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 91
2 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
3 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 90
4 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 86
5 Eicosyl benzoate 402 C27H4602 103098-99-3 78

Abundance Scan 3119 (21.413 min): BG057906.D\data.ms (-3113) (- | m/z 123.00 100.00%
123.0
5000
77.0
e
21.50
ol H “h‘ H“‘ ‘ ik 16712102 2601 3322 4011 ./ 1p5.06  70.53%
mlz--> 100 150 200 250 300 350 400
Abundance #222566: Benzoic acid, tetradecyl ester
123.0
5000 ‘JL‘ T
21.50
77.0 m/z 77.00 30.76%
O \“\q}‘”m\ “h“‘\““\“"\‘ T \ T ’ T \]\-g\ﬁ\o\ T ‘ T \‘3?-?\()\ ‘ L ‘ T
m/z--> 100 150 200 250 300 350 400
Abundance #204852: Benzoic acid, tridecyl ester
1238.0
e
21.50
5000 m/z 55.00 28.65%
77.0
182.0
ik BT e 7Y SN
m/z--> 50 100 150 200 250 300 350 400
Abundance #270137: Benzoic acid, heptadecyl ester ——
123.0 21.50
m/z 43.00 24.25%
5000
77.0
o220 Il 1 1780 2380 3600 —
m/z--> 50 100 150 200 250 300 350 400 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\

BGO57906.D
: 29 Jun 2023 16:03
: CG/JU
: 03324-02
: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 17 cis-Vaccenic acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
22.218 68.22 ng 2956440  Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 83
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 80
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 51
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 51
5 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 43

Abundance Scan 3256 (22.218 min): BG057906.D\data.ms (-3250) (- | m/z 57.00 100.00%

57.0
5000

Ll u\\ \h 260 22.00 22.50
L \ Il H

137.0180.1 2222 ‘
ol AR D18012222 | 3874383 ., 71 00

m/z--> 50 100 150 200 250 300 350
Abundance #176209: cis-Vaccenic acid
55.0

5000 ‘ =
22.00 22.50
m/z 55.00 52.81%
37.0 264.0
OL‘S‘d‘ U\‘\ | HH H\\‘m]m T %8?‘02‘2‘2‘0‘ I
miz--> 100 150 200 250 300 350
Abundance #176229: trans-13-Octadecenoic acid
55.0
— —
22.00 22.50
5000 m/z 43.00 38.18%

7.0
264.0
o5 | LLLLjsrommozzao2es0
m/z--> 50 100 150 200 250 300 350

Abundance #173731: 3-Eicosene, (E)- — —

57.0 22.00 22.50
m/z 69.00 29.39%
7.0
5000
0 \‘ | \H\ \‘]* - 18202240 280.0

ety “‘ I A B B —r— —

m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Carbonic acid, 2-ethylhexyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.371 381.48 ng 16532600  Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 64
2 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 64
3 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 64
4 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 53
5 Isobutyl octan-2-yl carbonate 230 C13H2603 1000372-74-7 49
Abundance Scan 3282 (22.371 min): BG057906.D\data.ms (-3272) (1 m/z 57.85 100.00%
57.0
5000
112.1
P o
‘ 1851227, 26‘71 22.00 22.50
0 b Loy, 29502270 | 181023533396 /7 71 95  53.21%
miz--> 50 100 150 200 250 300 350
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecyl ester
57.0
5000 112.0 — seS
22.00 22.50
m/z 43.00  53.06%
miz--> 100 150 200 250 300 350
Abundance #291212: Carbonic acid, 2-ethylhexyl pentadecyl ester
57.0
P e
22.00 22.50
5000 112.0 m/z 70.05 48.72%
210.0
ol “u \ “““%5‘4‘9“‘ S —
m/z--> 50 100 150 200 250 300 350
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester = —
57.0 22.00 22.50
m/z 55.00 45.57%
112.0
5000
182.0
0,2450 ~I WL
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 unknown23.740 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
23.740 65.60 ng 3003960  Perylene-di12 24.709
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803 1000383-14-2 41
2 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 41
3 Carbonic acid, 2-ethylhexyl hexa... 398 C25H5003 1000383-14-3 41
4 Carbonic acid, 2-ethylhexyl hept... 412 C26H5203 1000383-14-4 38
5 CITRONELLAL, DIHYDRO- 156 C10H200 005988-91-0 30
Abundance Scan 3515 (23.740 min): BG057906.D\data.ms (-3508) (- | m/z 57.00 100.00%
57.0
113.1
5000
153 1 2131 2811 — —
H ‘ ‘ 23.50 24.00
oLb—t ok ‘M \‘\‘\ \“\ \“\‘\H‘\ W n‘w‘ ‘\‘ U‘M b L - ‘3‘4“0“2‘ ITI/Z 43.00 93.71%
miz--> 50 100 150 200 250 300 350
Abundance #291212: Carbonic acid, 2-ethylhexyl pentadecyl ester
57.0
5000 112.0 T T
23.50 24.00
m/z 113.18  70.13%
0 T “\ \‘ ‘ H ‘h \‘ \‘\ \?4\()\ \ \2‘1?'\0\ T ‘ L ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance  #266195: Carbonic acid, 2-ethylhexy! tridecyl ester
570
— o
112.0 23.50 24.00
5000 m/z 71.00 67.63%
182.0
oL, 1) \‘2450
m/z--> 0 100 150 200 250 300 350
Abundance #301270: Carbonic acid, 2-ethylhexyl hexadecyl ester — —=
57.0 23.50 24.00
m/z 55.00 58.80%
112.0
5000
224.0
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Oxiraneoctanoic acid, 3-oct...

R.T. EstConc Area

23.975 1288.55 ng 59005900  Perylene-di12

Hit# of 5 Tentative ID MW MolForm

1 Oxiraneoctanoic acid, 3-octyl-, ... 410 C26H5003
2 12-Hydroxy-octadecanoic acid, oc... 412 C26H5203
3 Carbonic acid, 2-ethylhexyl tetr... 370 C23H4603
4 Carbonic acid, 2-ethylhexyl pent... 384 C24H4803

Concentration Rank 2

Relative to ISTD R.T.

000141-38-8 83
074819-90-2 58
1010383-14-1 43
1000383-14-2 43

5 Decane, 5,6-dipropyl- 226 Cl16H34 119209-20-0 30
Abundance Scan 3555 (23.975 min): BG057906.D\data.ms (-3524) (- | m/z 57.05 100.00%
57.0 197.2
5000
12.1
—
265.1 24.00
oLb— “\ w‘\\ ‘H\ u \‘ ‘\Hr}54m " L Lo - ‘\L‘ oL ‘:")‘27‘ ?‘ 3‘8‘3‘3‘ m/z 197.15 88.03%
miz--> 50 100 150 200 250 300 350 400
Abundance #308163: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl est
57.0
5000 L
24.00
m/z 55.05 86.82%
283.0327.0
OI-‘S-‘Q‘ \“\ it ‘M‘ ‘M‘\‘ \‘w h \‘lﬁ%g‘ : " ‘\‘2‘4‘1"0‘\\‘ L I - Lo
m/z--> 50 100 150 200 250 300 350 400
Abundance  #309385: 12-Hydroxy-octadecanoic acid, octyl ester
55.0 197.0
—
24.00
m/z 71.05 74.64%
5000 970 /
327.0
143.0 283.
o 241.0 394.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #279620: Carbonic acid, 2-ethylhexyl tetradecyl ester e
57.0 24.00
m/z 43.05 49.70%
112.0
5000
o”«‘\ 15401960 i
m/z--> 50 100 150 200 250 300 350 400 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57906.D

Acqg On : 29 Jun 2023 16:03
Operator : CG/JU

Sample : 03324-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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... 8.100 1881.2 ng 66043500 1 7.917 702136 20.0
n-Decanoic acid 13.082 414.2 ng 24270700 3 14.551 1172040 20.0
Undecanoic acid 15.197 911.4 ng 53409600 3 14.551 1172040 20.0
Hexanoic acid, ... 15.890 103.3 ng 6053080 3 14.551 1172040 20.0
1-Octanol, 5,7,... 16.478 77.8 ng 3479900 4 17.307 894243 20.0
3-Eicosene, (E)- 16.531 154.2 ng 6893630 4 17.307 894243 20.0
3-Chloropropion... 16.578 167.0 ng 4783500 4 17.307 894243 20.0
Tetradecanoic acid 16.872 1023.6 ng 45767500 4 17.307 894243 20.0
n-Hexadecanoic ... 18.288 645.3 ng 28851400 4 17.307 894243 20.0
Carbonic acid, ... 19.122 129.5 ng 5791120 4 17.307 894243 20.0
9-Octadecenoic ... 19.404 349.0 ng 15603900 4 17.307 894243 20.0
Benzoic acid, h... 19.815 145.1 ng 6290180 5 21.554 866767 20.0
Benzoic acid, t... 20.362 159.8 ng 6923540 5 21.554 866767 20.0
Benzoic acid, h... 20.879 146.5 ng 6349670 5 21.554 866767 20.0
Pentafluoroprop... 21.225 264.4 ng 11458200 5 21.554 866767 20.0
Benzoic acid, t... 21.413 140.1 ng 6073100 5 21.554 866767 20.0
cis-Vaccenic acid 22.218 68.2 ng 2956440 5 21.554 866767 20.0
Carbonic acid, ... 22.371 381.5 ng 16532600 5 21.554 866767 20.0
unknown23.740 23.740 65.6 ng 3003960 6 24.709 915850 20.0
Oxiraneoctanoic... 23.975 1288.6 ng 59005900 6 24.709 915850 20.0
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