LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acqg On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc :

ALS Vvial : 16 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58535.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 385 391 410 rVB 426123 805613 1.21% 0.229%
2 6.166 518 524 533 rBV 757137 1152197 1.73% 0.328%
3 7.001 642 666 672 rBVv2 382825 1396456 2.09% 0.397%
4 7.917 810 822 841 rBV 6717267 18552386 27.81% 5.277%
5 8.981 995 1003 1010 rBV 722494 1262955 1.89% 0.359%
6 9.380 1021 1071 1076 rBV 1751850 10707232 16.05% 3.045%
7 10.620 1178 1282 1285 rBV3 3933154 66711499 100.00% 18.975%
8 13.047 1642 1695 1697 rBV 3677147 32414238 48.59% 9.220%
9 13.088 1697 1702 1711 rVV 1778567 2911574 4.36% 0.828%
10 13.182 1711 1718 1729 rVB 632280 1061982 1.59% 0.302%
11 14.357 1909 1918 1923 rBV 993010 1395861 2.09% 0.397%
12 14.463 1931 1936 1946 rVB 542279 890988 1.34% 0.253%
13 14.803 1988 1994 2003 rVB 3639876 4960291 7.44% 1.411%
14 15.121 2006 2048 2051 rBV 6427518 47659373 71.44% 13.556%
15 15.961 2184 2191 2199 rVV 828814 1326596 1.99% 0.377%

16 16.390 2259 2264 2269 rVV 4803156 9272834 13.90%
17 16.443 2269 2273 2278 rVV 7780954 15952140 23.91%
18 16.490 2278 2281 2299 rVV 4944613 13161502 19.73%

OO WwWhN
N
N
B
R

19 16.642 2300 2307 2314 rVV2 1438115 3114690 4.67% 886%
20 16.730 2318 2322 2339 rVB3 312557 1196208 1.79% 340%
21 16.983 2360 2365 2384 rBV 6397613 13156155 19.72%  3.742%
22 17.212 2399 2404 2411 rVB 574021 828747 1.24% 0.236%
23 18.111 2551 2557 2578 rBV 1646381 3034216 4.55% 0.863%
24 19.022 2707 2712 2720 rBV3 930548 1905101 2.86% ©.542%
25 19.263 2749 2753 2756 rBV 806022 1060812 1.59% ©.302%
26 19.386 2770 2774 2778 rVV 1666345 2211446 3.31% 0.629%
27 19.715 2825 2830 2837 rVB 1238424 1656875 2.48% 0.471%
28 19.827 2844 2849 2855 rBV 2603810 3514664 5.27% 1.000%
29 20.267 2919 2924 2928 rVB 1581016 1807677 2.71% ©.514%
30 20.479 2952 29660 2975 rBV 1191686 2442852 3.66% ©.695%
31 20.779 3006 3011 3016 rVB 1334582 1634199 2.45%  ©.465%
32 21.078 3051 3062 3063 rBV2 563972 1494238 2.24%  0.425%
33 21.114 3064 3068 3085 rVB 1229982 2766294  4.15% 0.787%
34 21.302 3095 3100 3108 rVB 1058747 1499982 2.25% 0.427%
35 21.448 3120 3125 3140 rVB 610623 1232937 1.85% ©.351%

36 22.212 3250 3255 3262 rVB 611866 932477 1.40%  0.265%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acqg On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS Vvial : 16 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 22.817 3353 3358 3370 rVB 558522 1017128 1.52% 0.289%
38 23.711 3504 3510 3532 rVV2 279728 1190275 1.78% ©0.339%
39 24.515 3639 3647 3661 rVB 359109 1031262 1.55% 0.293%
40 25.802 3853 3866 3882 rVB4 236762 1091080 1.64% 0.310%
41 26.748 4000 4027 4043 rBV2 6661154 33687111 50.50%  9.582%
42 30.033 4553 4586 4630 rVB2 4385759 31081286 46.59%  8.840%

43 31.625 4837 4857 4858 rBV 1303796 5396191 8.09%  1.535%

Sum of corrected areas: 351579620
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058535.D\data.ms

7000000 7.917
6000000
5000000
4000000 10-‘# 0
3000000
2000000 9.380

1000000 6.166 8.981
5.385 j\ 7.001 A
0 N i

M N
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG058535.D\data.ms
16.443

7000000
15.121 16.983

6000000
5000000 460
40000003047
3000000

2000000 B{088

10000004 3

I R e o 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: BG058535.D\data.ms

7000000 26.748
6000000
5000000
30.033
4000000
3000000

2000000 31.625

1000000817
23711 24.515 25.802

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.357 31.33 ng 1395860  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
4 Tridecane 184 C13H28 000629-50-5 78
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 68
Abundance Scan 1918 (14.357 min): BG058535.D\data.ms (-1909) (-  m/z 57.00 100.00%
57.0
5000
85.0 A
— o
14.00 14.50
1131
0 1atl1e92 2121 m/z 43.00  65.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
5000 T ’A
85.0 14.00 14.50
29.0 m/z 71.05 49.57%
0 ‘\‘ \‘\ M\ H\ il \11§0 141.0 169.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0 A
— e
14.00 14.50
5000 85.0 m/z 85.05 32.64%
29.0
0 |l 11301410 1690 1980
e e e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 J\
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester — L ——
57.0 14.00 14.50
m/z 41.00 29.19%
5000 85.0
29.0 113.0
0“‘_duﬂ‘uhwﬁlwwu“HEW“H‘H“_‘H“H‘_“W‘H‘ — ==
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Tridecane, 5-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.803 111.34 ng 4960290  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 87
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1994 (14.803 min): BG058535.D\data.ms (-1988) (-  m/z 57.00 100.00%
57.0

5

5000
85.0 j\
—
1121 14.50 15.00
140.1
O et e T 1822 2112 m/z 71.85 62.71%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 J\ — A
14.50 15.00
85.0 m/z 43.00 54.89%
112.0
0 ol |1 ‘ | | 410 1830 2360

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester

57.0 ' J\

—

—
14.50 15.00

5000 ITI/Z 85.05 30.27%
29.0 850 .
AT o
O+ttt “m"H“‘H“H“‘H“_“‘_“w“‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 J\
Abundance #107218: Hexadecane — T
57.0 14.50 15.00
m/z 41.00 27.51%
5000
85.0
29.0
Oy 139 1410 1690 1970 2200 L)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.121 1069.81 ng 47659400  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 91
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 Nonanoic acid 158 C9H1802 000112-05-0 64
4 Octanoic acid 144 C8H1602 000124-07-2 60
5 Hexanoic acid 116 C6H1202 000142-62-1 43
Abundance Scan 2048 (15.121 min): BG058535.D\data.ms (-2006) (-  m/z 59.95 100.00%
60.0
5000 /////\M
gro 12911571 S ——
I H H ‘ﬁ ‘ ‘ 2002 ’ 15.00 15.50
Ot rrrrre bl ALl L L 20022990 s 73,00 86.94%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #75716: Dodecanoic acid
60.0
5000 A ——
129.0 15.00 15.50
157.0
29.0 87.0 m/z 43.00 62.13%
L e
‘ ‘\ \‘ (1l \\Hm‘u ‘\M L I M‘ 1 ‘ ‘
O\H‘HH‘HH HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #60689: Undecanoic acid
60.0
—— —
15.00 15.50
5000 m/z 55.00 61.96%
29.0 870 129.0
Ll \ﬂ | ‘ 1570197
0m‘\m‘\‘u“\‘HM“‘1\HH“\m\‘U‘m\‘mu“\\u‘\m‘\m‘\m‘\m‘u
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #35300: Nonanoic acid T —F—
60.0 15.00 15.50
m/z 57.05 55.82%
5000
115.0
29.0 87.0
T ‘H 1 158.0
O+t et e e e e e —— —
m/z--> 20 40 60 80 100120140160 180200220240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 7
R.T. EstConc Area Relative to ISTD R.T.

16.390 223.78 ng 9272830  Phenanthrene-d10 17.212
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 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 64
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 59
4 3-Propionyloxytridecane 256 C16H3202 1000245-62-5 59
5 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 59

Abundance Scan 2264 (16.390 min): BG058535.D\data.ms (-2259) (-  m/z 57.05 100.00%
57.0

5000

=

— ——
16.00 16.50
140.1
ob a8 m/z 41.60  15.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0

o

5000 — —
16.00 16.50

m/z 55.00  13.33%
L 0 2180

I
‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘HH’\H\‘HH‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester

o

o

O‘H‘\ R o o o e R R AR A AR A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester = —
57.0 16.00 16.50
m/z 69.00 11.79%

57.0
T I —
16.00 16.50
5000 m/z 83.85 12.53%
5.0 196.0
L., | 2810 369.0 592.i

5000

e

" 196.0
0 J\ H”H\..J\ ‘ 342.0
B

I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.443 384.97 ng 15952100 Phenanthrene-d1e 17.212
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 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-2 53
3 Carbonic acid, but-2-yn-1-yl pen... 324 C20H3603 1010383-21-0 50
4 Butyl tetradecyl ether 270 C18H380 1000406-40-4 50
5 Isobutyl tetradecyl ether 270 C18H380 1000406-32-7 47
Abundance Scan 2273 (16.443 min): BG058535.D\data.ms (-2269) (-  m/z 57.05 100.00%
57.0
5000 /\/M
97.1 5.6‘56
’ 140.1 .
0l M “H“ “!‘ u“‘u‘w LpATL2 2132 2852 n/; 4100 21.32%
miz-> 50 100 150 200 250
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 T
16.50
m/z 55.05 19.77%
97.0  140.0
[OF; 2\7‘\0\“ ‘H‘\ M \L‘\ h“ \‘” - 1‘ T ‘:I\-7\1\0\ “21\‘3\0\ \2?5\0\ L
miz--> 50 100 150 200 250
Abundance #277592: Hexanoic acid, 3,5,5-trimethyl-, pentadec-2-yl e
57.0
——
141.0 16.50
5000 m/z 83.10 18.74%
103.0 210.0
0 27.0 ‘\ ‘\ “ I L ‘\ 253'0
- T T T T ‘ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #229491: Carbonic acid, but-2-yn-1-yl pentadecyl ester ——
57.0 16.50
97.0 m/z 69.05 16.98%
- ‘/\j\u
ol 20 1390 1820 5550 20,
g ——
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Carbonic acid, but-2-yn-1-y... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.490 317.62 ng 13161500  Phenanthrene-d1e 17.212
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-5 53
2 Carbonic acid, but-2-yn-1-yl tet... 310 C19H3403 1010383-20-9 53
3 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 53
4 Hexanoic acid, 3,5,5-trimethyl-,... 354 C23H4602 1000406-26-9 53
5 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-4 53

Abundance Scan 2281 (16.490 min): BG058535.D\data.ms (-2278) (- m/z 57.10 100.00%

57.1
5000
16.50
25 1 :
om‘“_HLWHw“‘2“1‘3“‘2“w_m_mwwww‘_m,” m/z 41.00 17.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277594: Hexanoic acid, 3,5,5-trimethyl-, pentadec-5-yl €
57.0 141.0
5000 U
16.50
m/z 55.00 16.92%
‘ ‘ | 210.0
O\\l‘\‘\‘\h\\l‘\Jl‘\l\l\ ‘\H\‘L\H‘HH‘HH‘\\H‘H\\‘H\\‘HH‘HH’H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #212062: Carbonic acid, but-2-yn-1-yl tetradecyl ester
57.0
—
16.50
5000 ITI/Z 83.05 15.43%
ol mlm e BBLO
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl estel T
57.0 16.50
m/z 56.10 14.43%
5000
5.0 210.0
0 WL 57 2810 415.0 606.
rrr A e e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Tetradecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.642 75.17 ng 3114690  Phenanthrene-d10 17.212
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Methyl-.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 47

Abundance Scan 2307 (16.642 min): BG058535.D\data.ms (-2300) (-  m/z 60.00 100.00%
60.0

5000
129.0
85.1 185.1 — —
16.50 17.00
228.2
ol 284 e m/z 73.00  96.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75716: Dodecanoic acid
6Q.0
5000 e =
650 129.0 1570 16.50 17.00
29.0 ’ ’ m/z 43.00 68.47%
| -
0- \‘\“H!w\‘}‘h‘“\\““‘H‘H‘i‘\\H“H‘H‘HHl\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109283: Tetradecanoic acid
73.0
—r =
16.50 17.00
5000 43.0 129.0 m/z 55.80 61.87%
oww“mlw“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46962: n-Decanoic acid 7 =
60.0 16.50 17.00
m/z 41.00 50.76%
5000 20.0 1290
‘ ‘ 87.0 172.0
P 0 Gl EAS/VNNAN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00

8270-BGO72823.M Sat Jul 29 ©5:01:10 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Heptafluorobutyric acid, he... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.730  28.87 ng 1196210  Phenanthrene-d10 17.212
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 50
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 50
3 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 50
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 50
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 50
Abundance Scan 2322 (16.730 min): BG058535.D\data.ms (-2318) (- m/z 57.00 100.00%
57.0
—— —
| ‘ 9132 16.50 17.00
omh‘H‘u‘mu”"_m_m_m_m_‘H_ m/z 69.00  20.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 —— —
11.0 16.50 17.00
m/z 56.00 14.63%
169.0
0\\‘|\‘\“\\‘\\‘ “‘““\\\\‘2\2\4;\0‘\\\\‘\\\\‘\\\\‘4.\29\0\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
—— =
16.50 17.00
5000 11.0 m/z 41.00 13.62%
169.0 252.0
AR TR VRN
miz--> 50 100 150 200 250 300 350 400 450
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta —— ——
57.0 16.50 17.00
m/z 83.00 12.47%
5000
0 H‘\ I Jmo 169.0 227.0
e e =
m/z--> 50 100 150 200 250 300 350 400 450 16.50 17.00

8270-BGO72823.M Sat Jul 29 ©5:01:10 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1-Dodecanol, 2-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.983 317.50 ng 13156200  Phenanthrene-d1e 17.212
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 81
5 Decyl isobutyl carbonate 258 C15H3003 959226-07-4 80

Abundance Scan 2365 (16.983 min): BG058535.D\data.ms (-2360) (-  m/z 57.05 100.00%
57.0

5000 \\\xJ\\J\\
97.1 1
‘ ‘ ‘ 17.00
ol d ) 271 16621962 2410 m/z 43.05 59.82%
miz--> 50 100 150 200 250
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
5000 rT
97.0 17.00
m/z 55.00 54.11%
R7.0 ‘ ‘ .
o b MW\H‘ L 1300 1820 29902520
miz-> 50 100 150 200 250
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
=
17.00
5000 97.0 m/Z 71.10 48.89%
39.0
oF4oL A hl‘ I I L 1820 2040 2800
miz-> 50 100 150 200 250
Abundance #126384: 1-Decanol, 2-hexyl- =
57.0 17.00
m/z 41.00 37.79%
5000
97.0
7.0 ‘ ‘
oLl A L)) $%0 se20 200 EAN
miz--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.111 73.22 ng 3034220  Phenanthrene-d10 17.212
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 76

Abundance Scan 2557 (18.111 min): BG058535.D\data.ms (-2551) (-  m/z 73.00 100.00%

43.0 |73.0
5000
129.0
213.1 — —
‘ 171.1 256.1 18.00 18.50
— m/z 60.00  99.80%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — -
129.0 18.00 18.50
213.0 m/z 43.00 90.53%
‘ H ‘ 171.0 ‘
0]-\%\-‘()\\‘1\ HH\H \M{‘\ ‘HH\ \Hh“‘\ \H‘VH‘\‘ “f”f‘\fﬁ‘\ T \ ‘ T \‘\ T ‘ \‘\ \‘H‘ TTTT ‘ \‘\ H’HH"HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid
73.
43.0 0
T o
18.00 18.50
5000 129.0 ITI/Z 57.00 83.87%
171.0
Rrny |, A
0“WA‘WWNMWth‘WHWMmhwhihu‘wh‘wuﬂwu‘wu‘wu‘w
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 55.00 79.42%
5000 129.0
‘ 199.0 2420
ST 81 . A O A
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 unknown19.022 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.022 45.98 ng 1905100  Phenanthrene-d10 17.212
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 3,5-difluorophenyl ... 398 C22H32F204 1000309-67-8 49
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 46
3 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 46
4 Silane, trichlorodocosyl- 442 C22H45C13Si 007325-84-0 46
5 Eicosyl octyl ether 410 C28H580 1000406-38-8 43

Abundance Scan 2712 (19.022 min): BG058535.D\data.ms (-2707) (- m/z 57.00 100.00%

57.0
5000
97.0 T .
183.1 ‘ ‘
T2
ob— \“u‘u i H‘ \\M M \m\mu il \ ‘22‘2‘2‘25‘2‘22841 m/z 43.00 77 .66%
miz--> 50 150 200 250
Abundance #300807.Oxahcamd,35-dMUorophenwteUadecyleﬁer
57.0
5000 130.0 19.00 |
97.0 m/z 55.00  60.23%
196.0
241.0
02‘\\‘ \‘H‘\‘\ 1l \‘M H W oy ‘ S ““ o ‘\ R
miz-> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
e
19.00
5000 m/z 71.05 54.20%
97.0
02‘?\;0\\“‘\ L1 1270 1es0 2240 297
miz-> 50 100 150 200 250
Abundance #197438: 1-Dodecanol, 2-octyl- 7
57.0 19.00
m/z 41.00 48.21%
5000 97.0 vaM$wKNJ\MwJﬁ\A\m
oF 1oL L n\ I “u ﬁ L. 1820 2240 2800 i
miz--> 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.386 35.87 ng 2211450  Chrysene-d12 21.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2774 (19.386 min): BG058535.D\data.ms (-2770) (-  m/z 73.00 100.00%

43.0,/73.0
5000 129.0
185.1 2412 - —
‘ ‘ ‘ 2847 19.00 19.50
ok ‘;‘M Wl b Ll b T nz ce.ee  97.22%
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 T T
19.00 19.50
284.C o
‘ 185.0 241.0 ‘ m/z 43.00 93.74%
ob— “‘ ‘i““ h!\‘ HH‘\““HM“\ ‘M “M w“‘ ‘ I ‘L r“\ “ - \‘ “\ ‘\‘ . ‘\‘
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
— —
19.00 19.50
5000 129.0 m/Z 57 .00 92.77%
97.0
H‘ ‘ 171.0 213.0 256.0
oLb— ‘“‘ U“ “H‘u‘ Hh“\ ;‘H‘\‘ wl ‘\ ‘ “‘ “ “‘ \‘ “‘ - ‘ ‘\‘ -
miz--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid — —
43.0 73.0 19.00 19.50
m/z 55.00 80.86%
5000
1290 242.0
‘ ‘ ‘ 199.0
o) “‘ H\“H‘M HU ‘\\M“nh\“ ‘M‘\‘N “ ‘16‘4‘10‘”\‘ “ — ‘\‘ S — e
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 19
R.T. EstConc Area Relative to ISTD R.T.
19.715 26.88 ng 1656880  Chrysene-d12 21.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 86
3 Benzoic acid, hexadecyl ester 346 C23H3802 1000340-22-9 80
4 Benzoic acid, pentadecyl ester 332 C22H3602 1000340-22-8 80
5 Benzoic acid, heptyl ester 220 C14H2002 007155-12-6 80

Abundance Scan 2830 (19.715 min): BG058535.D\data.ms (-2825) (-  m/z 123.00 100.00%
128.0

5000
77.0
410 —r —
H \h\ | Il | 268120502411 2841 3411 19:59 20.90
ol by by S e e S m/z 105.00  83.41%
mlz--> 50 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
128.0
5000
19.50 20.00
77.0 o
41.0 ‘ m/z 77.00 36.79%
182.0
0 \“\ ‘\H |M‘H\ HH‘ “\“‘\ ““\h \L\ T |‘\ T \‘\ (LA \\394\9 L
miz--> 50 100 150 200 250 300 350
Abundance #222566: Benzoic acid, tetradecyl ester
123.0
e =
19.50 20.00
5000 m/z 55.00  25.17%
210 77.0
oLl L 190 a0
miz--> 50 100 150 200 250 300 350
Abundance #255927: Benzoic acid, hexadecyl ester — —
128.0 19.50 20.00
m/z 43.00 20.53%
h M
77.0
41.0
obo L bl L asso 2280 sao YV Ul
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Benzoic acid, undecyl ester Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

20.267 29.32 ng 1807680  Chrysene-d12 21.448
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, octadecyl ester 374 C25H4202 010578-34-4 87
4 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 86
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 80

Abundance Scan 2924 (20.267 min): BG058535.D\data.ms (-2919) (-  m/z 123.00 100.00%
128.0

5000
77.0

—— o
20.00 20.50
39J | 1822 2290 3041

L 55290 S04l m/z 105.00  76.88%

mlz--> 50 100 150 200 250 300 350
Abundance #204852: Benzoic acid, tridecyl ester
128.0
5000

20.00 20.50
77.0 m/z 77.00 32.63%

182.0
\“\%“‘H\ Hh‘ L‘“ “ \ \L\ T “\ T \‘\ ‘ L ‘ T \3\0‘4\0\\ T ‘ T T
miz--> 100 150 200 250 300 350
Abundance #168785: Benzoic acid, undecyl ester
105.0
‘Y—'—Y—Y—Y—Y—'—Y—Yﬁ

o

O

2000 20.50
55.0
IRl
o A
miz--> 50 100 150 200 250 300 350
Abundance #283301: Benzoic acid, octadecyl ester
123.0 2000 2050

m/z 43.00  20.55%

5000
55.0
252.0

| NWMM“‘L 178.0 374

m/z--> 50 100 150 200 250 300 350 2&00 2050

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 12-Hydroxystearic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.479 39.63 ng 2442850  Chrysene-d12 21.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 91
2 15-Hydroxypentadecanoic acid 258 C15H3003 004617-33-8 35
3 5-Methoxy-2-nitrobenzoic acid 197 C8H7NO5 001882-69-5 27
4 Succinic acid, 2,2-dichloroethyl... 310 C9H11C12F304 1000390-84-2 22
5 Tetradecanoic acid, 2-oxo-, ethy... 270 C16H3003 160941-13-9 22

Abundance Scan 2960 (20.479 min): BG058535.D\data.ms (-2952) (-  m/z 55.00 100.00%

55.0
5000 97.0 1971
2050
43.0 :
o u““““lh“‘wﬂ:‘u‘ byl 2641 3123385, /7 197.10  51.08%
m/z--> 50 100 150 200 250 300 350
Abundance #199811: 12-Hydroxystearic acid
55.0
97.0 197.0
5000 N
20.50
m/z 97.85 47.24%
43.0
0'18. \ﬂ\“‘\‘ \‘ “\ ‘\‘\‘ \‘\ T \2‘6\4\.0\ T ‘ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #145878 15-Hydroxypentadecanoic acid
P
20.50
5000 m/z 43.00  38.89%
‘ 240.0
0HH “\M\“u\‘d\\”\h\\w\ ”11(97\0H!“HH‘HH‘\
miz-> 100 150 200 250 300 350
Abundance #72906: 5-Methoxy-2-nitrobenzoic acid ——
197.0 20.50
m/z 69.00 36.97%
- Il M
om” A —
m/z--> 100 150 200 250 300 350 20.50

8270-BGO72823.M Sat Jul 29 ©5:01:16 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 20

R.T. EstConc Area Relative to ISTD R.T.
20.779  26.51 ng 1634200 Chrysene-d12 21.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 91
2 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 91
3 Benzoic acid, octadecyl ester 374 C25H4202 010578-34-4 90
4 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 90
5 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 90

Abundance Scan 3011 (20.779 min): BG058535.D\data.ms (-3006) (-  m/z 123.00 100.00%
1

28.0
5000
77.0 LA
e =
20.50 21.00
39‘ ‘ 196.2
0l L?H H“‘ M“w‘w Lo os 2441 8183 p/z 105.00  71.99%
mlz--> 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  28.48%
29. ‘ 182.0
0 \“\(ﬂ“““\ Hh‘ “\“‘\““\h \L\ T “\ T \‘\ LA \3\0‘4\9\ L
m/z--> 50 100 150 200 250 300 350
Abundance #222566: Benzoic acid, tetradecyl ester
1238.0
e e
20.50 21.00
5000 m/Z 55.00 24.11%
77.0
29.
B4 \\u\m L0 ms0
miz--> 50 100 150 200 250 300 350
Abundance #283301: Benzoic acid, octadecyl ester —— T
1238.0 20.50 21.00
m/z 43.00 20.41%
5000
55.0
ol L a0 2520 srac T T T
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.114 44.87 ng 2766290  Chrysene-d12 21.448
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 68
2 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 58
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 52
4 3-Chloropropionic acid, heptadec... 346 C20H39C1l02 1000283-05-1 52
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 52

Abundance Scan 3068 (21.114 min): BG058535.D\data.ms (-3064) (-  m/z 57.00 100.00%
57.0

5000 VMJ&\
1 i o o
239 2 : :
ol LA ‘H‘ ] ‘h 13841 TUUA28103293  nm/z 75.00  61.72%
mlz--> 50 100 150 200 250 300 350 400
Abundance #126239: Oxirane, [(dodecyloxy)methyl]-
57.0
5000 — ——
21.00 21.50
11.0 m/z 55.00 49.79%
01\5.\ \‘ ‘}H" “ HH‘ “ ‘\“ \‘\]rss\ (\)]\-?7‘ \0\ T ‘ T T 1T ‘ L ‘ T T 1T ‘ T
miz--> 50 100 200 250 300 350 400
Abundance #298132. Elcosyl trifluoroacetate
57.0
— —
21.00 21.50
5000 11.0 m/z 43.00 48.76%
i ‘ ““ e T T v
miz--> 50 100 150 200 250 300 350 400
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester 7 —
57.0 21.00 21.50
m/z 83.00 40.70%
B I M
ol H LUi¥3%1900 2202070 aos. S
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 2-Hexyldecyl propionate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

26.748 653.32 ng 33687100  Perylene-di12 24.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyldecyl propionate 298 C19H3802 1072781-99-7 64
2 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 58
3 Cetene 224 C16H32 000629-73-2 53
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 53
5 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 53

Abundance Scan 4027 (26.748 min): BG058535.D\data.ms (-4000) (-  m/z 57.05 100.00%

57.0
5000
111.1

257.1 o
‘ | | | 26.50 27.00
0 \HH\AJJHMM$M M52 |1, 3233 3913 4620 ., 4365 57.19%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197289: 2-Hexyldecyl propionate
57.0
5000
26 50 27 00

111.0 m/z 71.05 47.96%

oLLLLLLL 1 36r0 2240 a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161355: 1-Decanol, 2-octyl-
57.0

I [N
26 50 27.00

5000 ITI z 55.00 46.04%
Tlo
ol bbbl ass0 2520
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104588: Cetene —
43.0 2650 2100

m/z 56.00 40.17%

5000
\ ’ ’ ‘\ |154.0 22\40
0 Il

—
m/z--> 50 100 150 200 250 300 350 400 450 26 50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1-Decanol, 2-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
30.032 602.78 ng 31081300  Perylene-di12 24.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
2 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 70
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 70
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 62
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 62

Abundance Scan 4586 (30.032 min): BG058535.D\data.ms (-4553) (-  m/z 57.00 100.00%
57.0

5000
1111
U
s
0"“‘““‘”“”““A‘M]ﬂlu“H‘H_‘u“‘u‘?"37‘2‘”“‘14‘9‘4 4770 m/z 43.00  54.74%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #126382: 1-Decanol, 2-hexyl-
57.0
5000 —— ‘
30.00
’ 11.0 m/z 71.05 47.87%
O\h\H‘\“\\“\‘\‘h\h‘\\‘\\\\‘2\2\4\’9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #214920: 2-Hexyldecyl isobutyrate
43.0
U
30.00
5000 111.0 ITI/Z 55.00 42.90%
L L sse0
0 “mw‘ ! ‘1\68‘0_JW%?“‘QH_ww_m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161356: 1-Dodecanol, 2-hexyl- 7 ‘
57.0 30.00
m/z 56.00 37.42%
5000
1LO
L h\ || 1670 2520
Ok R A SRR T T T —
m/z--> 50 100 150 200 250 300 350 400 450 30.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acq On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Trichloroacetic acid, undec... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

31.625 104.65 ng 5306190 Perylene-di2 24521
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 50

2 4-Propionyloxytetradecane 270 C17H3402 1000245-62-9 47
3 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 46
4 Carbonic acid, decyl tetradecyl ... 398 C25H5003 1010383-16-3 38
5 1-Nonen-3-o0l 142 CS9H180 021964-44-3 38
Abundance Scan 4857 (31.625 min): BG058535.D\data.ms (-4837) (- m/z 57.00 100.00%
57.0
3150 3200
140.1196.2 ‘ . .
Ot il 072522 3550 889 ;7100 12.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #218981: Trichloroacetic acid, undecyl ester
57.0
5000 A =
31.50 32.00
1F60 m/z 85.10 10.59%
O\\"\L#\ \\“‘J\H‘\‘Jl\\‘J\\J\-g\“g\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161177: 4-Propionyloxytetradecane
57.0
e o
31.50 32.00
5000 m/z 83.00 10.44%
4,290 1060
O B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #255606: Acetic acid, chloro-, octadecyl ester — —
57.0 31.50 32.00
m/z 69.00 8.32%
5000
F 5.0
207.0
bbbl L 200 om0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 31.50 32.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072823\
Data File : BG®58535.D

Acqg On : 29 Jul 2023 2:36
Operator : MA/JU

Sample : 03642-02

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
Hexadecane 14.357 31.3 ng 1395860 3 14.463 890988 20.0
Tridecane, 5-pr... 14.803 111.3 ng 4960290 3 14.463 890988 20.0
Dodecanoic acid 15.121 1069.8 ng 47659400 3 14.463 890988 20.0
1-Octanol, 5,7,... 16.390 223.8 ng 9272830 4 17.212 828747 20.0
Hexanoic acid, ... 16.443 385.0 ng 15952100 4 17.212 828747 20.0
Carbonic acid, ... 16.496 317.6 ng 13161500 4 17.212 828747 20.0
Tetradecanoic acid 16.642 75.2 ng 3114690 4 17.212 828747 20.0
Heptafluorobuty... 16.730 28.9 ng 1196210 4 17.212 828747 20.0
1-Dodecanol, 2-... 16.983 317.5 ng 13156200 4 17.212 828747 20.0
n-Hexadecanoic ... 18.111 73.2 ng 3034220 4 17.212 828747 20.0
unknown19.022 19.022 46.0 ng 1905100 4 17.212 828747 20.0
Octadecanoic acid 19.386 35.9 ng 2211450 5 21.448 1232940 20.0
Benzoic acid, t... 19.715 26.9 ng 1656880 5 21.448 1232940 20.0
Benzoic acid, u... 20.267 29.3 ng 1807680 5 21.448 1232940 20.0
12-Hydroxystear... 20.479 39.6 ng 2442850 5 21.448 1232940 20.0
Benzoic acid, t... 20.779 26.5 ng 1634200 5 21.448 1232940 20.0
Oxirane, [(dode... 21.114 44.9 ng 2766290 5 21.448 1232940 20.0
2-Hexyldecyl pr... 26.748 653.3 ng 33687100 6 24.521 1031260 20.0
1-Decanol, 2-he... 30.032 602.8 ng 31081300 6 24.521 1031260 20.0
Trichloroacetic... 31.625 104.7 ng 5396190 6 24.521 1031260 20.0
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