LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\

Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57

Operator : MA/JU

Sample : 03992-02

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 separa

tion: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM081623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@41434.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 6.010 445 480 481 rBV3 21925573 173991318 100.00% 13.329%
2 7.951 787 810 811 rBV 24130127 125454354 72.10% 9.611%
3 8.057 826 828 845 rVB 1551728 2132831 1.23% 0.163%
4 8.539 886 910 913 rBV 615680 2656779 1.53% 0.204%
5 9.304 1012 1040 1043 rVB 1584051 9419984 5.41% 0.722%
6 10.033 1149 1164 1167 rVV 964230 3379013 1.94% 0.259%
7 10.092 1170 1174 1179 rVB2 1402109 2959975 1.70% 0.227%
8 10.569 1248 1255 1265 rBV2 1039788 3205948 1.84%  0.246%
9 12.774 1618 1630 1635 rBV 1245806 3223513 1.85% 0.247%
10 13.045 1670 1676 1682 rVB 2257630 3287657 1.89% 0.252%
11 14.121 1847 1859 1863 rBV 9955293 18131783 10.42% 1.389%
12 14.992 1983 2007 2017 rBV 10138915 41460440 23.83% 3.176%
13 16.345 2231 2237 2241 rBV 11425799 17483450 10.05% 1.339%
14 16.398 2241 2246 2250 rVV 24034081 39509583 22.71% 3.027%
15 16.445 2250 2254 2265 rVB 17562317 24807539 14.26%  1.900%
16 16.621 2272 2284 2288 rBV2 5126342 9772041 5.62% 0.749%
17 16.951 2335 2340 2354 rVB 1877745 3108094 1.79% 0.238%
18 17.568 2440 2445 2450 rBV 2853351 3989063 2.29% 0.306%
19 17.851 2488 2493 2501 rVB2 2395878 3231633 1.86% 0.248%
20 18.151 2532 2544 2549 rBV 15298502 35346697 20.32% 2.708%
21 18.192 2549 2551 2559 rVB 1463040 1998257 1.15% ©.153%
22 18.374 2576 2582 2584 rBV3 1858419 3631812 2.09% 0.278%
23 18.456 2592 2596 2601 rVB2 1424024 1993951 1.15% 0.153%
24 18.556 2607 2613 2617 rBV 1706848 2293846 1.32% 0.176%
25 18.662 2622 2631 2638 rBV3 1348698 3356588 1.93% 0.257%
26 18.921 2671 2675 2676 rBV 1886723 2210407 1.27% 0.169%
27 18.962 2676 2682 2684 rBV 24161249 46785304 26.89%  3.584%
28 19.027 2691 2693 2701 rVB2 7904103 11271434 6.48% 0.863%
29 19.086 2701 2703 2707 rVB2 1647783 1858505 1.07% 0.142%
30 19.203 2718 2723 2726 rBV 4952766 6088874 3.50% 0.466%
31 19.239 2726 2729 2732 rBV2 2087109 3363932 1.93% 0.258%
32 19.350 2736 2748 2749 rBV3 17029012 42846882 24.63% 3.282%
33 19.592 2786 2789 2792 rVB2 1895240 1976439 1.14% 0.151%
34 19.621 2792 2794 2805 rVB 1517721 2550626 1.47% ©0.195%
35 19.721 2806 2811 2817 rBV2 5358104 7929383 4.56% 0.607%
36 19.786 2817 2822 2827 rBV3 4055149 6504828 3.74% 0.498%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

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 M\Methods\8270-BM081623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.833 2827 2830 2833 rVB 3637844 3829240 2.20% 0.293%
38 19.956 2849 2851 2858 rVB3 1363549 1856324 1.07% 0.142%
39 20.021 2858 2862 2872 rVB 2096736 3783766 2.17% 0.290%
40 20.133 2874 2881 2888 rBV5 1635429 3668109 2.11% 0.281%
41 20.274 2901 2905 2908 rBV 6594971 6745810 3.88% 0.517%

42 20.315 2908 2912 2917 rVB2 3774983 4651835 2.67% 0.356%
43 20.421 2920 2930 2936 rBV 19940768 44437114 25.54%  3.404%
44 20.568 2936 2955 2956 rBV6 21562895 104824614 60.25% 8.030%
45 20.809 2992 2996 3001 rVB 4876469 6054361 3.48%  ©0.464%

46 21.121 3043 3049 3059 rVB 17871808 22564420 12.97% 1.729%

47 21.280 3072 3076 3081 rBV 5394043 5804428 3.34%  0.445%
48 21.380 3087 3093 3096 rBV 7961567 11357541 6.53% 0.870%
49 21.562 3116 3124 3129 rVB3 2683216 5980650 3.44%  0.458%
50 21.703 3143 3148 3153 rBV 1847713 3693626 2.12% 0.283%
51 21.756 3153 3157 3161 rVB2 3811984 4799618 2.76% ©.368%
52 21.839 3166 3171 3178 rVB 8223836 10395375 5.97% 0.796%

53 21.909 3179 3183 3185 rBV 1266287 1859728 1.07% 0.142%
54 21.986 3185 3196 3200 rVV2 25709659 99055525 56.93% 7.588%
55 22.044 3200 3206 3213 rVB 26690063 61171731 35.16% 4.686%

56 22.344 3252 3257 3260 rBV2 2406672 4458165 2.56% 0.342%
57 22.497 3280 3283 3286 rBV 1483334 2126764 1.22% ©0.163%
58 22.597 3296 3300 3310 rVB 1821542 3502349 2.01% ©0.268%
59 22.768 3315 3329 3332 rBV 22345950 80800314 46.44% 6.190%
60 22.797 3332 3334 3342 rVB 9239190 14907357 8.57% 1.142%

61 23.021 3360 3372 3380 rBV 20519345 54288055 31.20% 4.159%
62 25.027 3706 3713 3720 rVB 3835317 8315834 4.78% 0.637%

63 27.032 4046 4054 4063 rVB 1955163 5760643  3.31% 0.441%
64 28.121 4220 4239 4273 rVB 6097017 51455916 29.57%  3.942%

Sum of corrected areas: 1305361975
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM041434.D\data.ms
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Abundance TIC: BM041434.D\data.ms
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2.5e+07 16.398

2e+07 16445
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Abundance TIC: BM041434.D\data.ms
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26407 21.121

1.5e+07
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 Ethanol, 2-butoxy- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.010 27.74 ng 173991000 1,4-Dichlorobenzene-d4 7.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 72
2 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 72
3 Propane, 1-methoxy-2,2-dimethyl- 102 C6H140 001118-00-9 45
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 42
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 22

Abundance Scan 480 (6.010 min): BM041434.D\data.ms (-445) (-) m/z 57.05 100.00%

57.0
5000 f
R AR o
JrOO 1 5.60 5.80 6.00 6.20 6.40
ol L[ 27221870 1929 2528  S27.0 sz 45.05  39.82%
miz-> 50 100 150 200 250 300
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 I L AL IR
5.60 5.80 6.00 6.20 6.40
m/z 41.05 36.65%
L\S.\q\‘ ‘M\\“\1\0‘0.\()\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #15549: Formic acid, 3,3-dimethylbut-2-yl ester
57.0
REaaE L AR o
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.05 25.55%
15Qm1150
L B e e e B o B
miz--> 50 100 150 200 250 300
Abundance #5063: Propane, 1-methoxy-2,2-dimethyl- e e n
57.0 5.60 5.80 6.00 6.20 6.40
m/z 75.00 9.39%
5000
02.0
| — SNy S —
m/z--> 50 100 150 200 250 300 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 Hexanoic acid, 2-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.304 58.77 ng 9419980  Naphthalene-d8 10.575

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 47
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 45
5 1,4-Dioxane 88 C4H802 000123-91-1 37

Abundance Scan 1040 (9.304 min): BM041434.D\data.ms (-1012) (-)) ' m/z 73.00 100.00%

73.0
5000

e
m 1160 9.00 9.20 9.40 9.60
ol MLl [ [ 1628 206.9 2669 385.C .., g8 9o  77.97%

‘}
m/z--> 50 100 150 200 250 300 350
Abundance #24093: Hexanoic acid, 2-ethyl-

73.0

5000 T
9.00 9.20 9.40 9.60

m/z 41.00 31.15%

29. ‘ Tleo
T \H\ ‘HW ‘} \‘\ \“\ T ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #9193: Acetic acid, diethyl-
43.0 88.0

9.00 9.20 9.40 9.60
m/z 57.05 25.35%

5000
m/z--> 50 100 150 200 250 300 350

Abundance #9325: Butanoic acid, 2-methyl-, methyl ester EAEEAREEEE
88.0 9.00 9.20 9.40 9.60

m/z 87.00  20.88%

5000
41.0

m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
BM041434.D
: 17 Aug 2023 12:57

Operator : MA/JU

Sample
Misc
ALS Vvial : 7

Quant Method
Quant Title

TIC Library

: 03992-02

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14

R.T. EstConc Area Relative to ISTD R.T.
14.992 45.73 ng 41460400  Acenaphthene-di10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 2007 (14.992 min): BM041434.D\data.ms (-1983) (- | m/z 73.00 100.00%
3.0
5000
129.0
—=
15.00
2002
o~ ‘H‘ | m A Ly ‘ 52710 384504010 462.  n/; ce.e0  82.21%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #75717: Dodecanoic acid
73.0
5000 isbd
129.0 .
ﬁ) 200.0 m/z 41.00 57.06%
1\8‘\.‘\L“"\‘“‘\‘Hl“\l\}w“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92068: Tridecanoic acid
73.0
—=
15.00
5000 m/z 43.00 52.74%
129.0 2140
ai wmw I S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143507: n-Hexadecanoic acid —
43.0 15.00
m/z 55.00 50.36%
5000
129.0 256.0
U aese L
m/z--> 50 100 150 200 250 300 350 400 450 15.00
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Data Path : Z:
BM041434.D
: 17 Aug 2023 12:57

Data File :
Acqg On

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\

Operator : MA/JU

Sample
Misc
ALS Vvial : 7

Quant Method
Quant Title

TIC Library

: 03992-02

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081623.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 4 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.345 112.50 ng 17483500  Phenanthrene-d1e 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 80
2 3-Propionyloxytridecane 256 C16H3202 1000245-62-5 59
3 1-Hentetracontanol 593 C41H840 040710-42-7 53
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 50
5 Hexanoic acid, 3,5,5-trimethyl-,... 340 C22H4402 1000406-26-2 50

Abundance Scan 2237 (16.345 min): BM041434.D\data.ms (-2231) (- m/z 57.10 100.00%
57.1

5000

-

“ l 140.1 16i00‘ 16.50

2132 _
A 2132 2079 42014929 4/, 4100 16.80%

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 83.05 14.81%

L 2P0 2180

‘HH‘HH‘HH‘\H\‘\l\\\‘HH‘HH’\H\‘HH‘HH’HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143529: 3-Propionyloxytridecane

57.0

-

‘
16.00 16.50
5000 m/z 69.05 13.96%

l 182.0
i L |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #346255: 1-Hentetracontanol ‘

57.0 16.00 16.50
m/z 55.00 11.68%
5000
5.0
H‘ “h1950 278.0343.0 432.0 502.0 572.0

‘H‘w‘u‘_‘H‘H‘w“H‘H‘w‘H‘W‘H‘H‘W‘H‘W‘H‘H‘w‘ = —=
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_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 Acetic acid, 3,7,11,15-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.398 254.24 ng 39509600 Phenanthrene-d1e 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 80
2 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 50
3 2-Decanol, propanoate 214 C13H2602 055683-11-9 50
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 50
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 50
Abundance Scan 2246 (16.398 min): BM041434.D\data.ms (-2241) (- | m/z 57.10 100.00%
57.1
1600 1650
140.1 : :
213.2
0 m«h“u‘l M b o 5271.0328.9387.0 46195258 47 41.05  18.50%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 — —r
16.00 16.50
m/z 83.10 17.71%
140.0
\\‘\\“‘\.l\h\h‘\h\h\\l“\\\\zwj.\ﬁ.\()\z‘?\o\'(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #249041: Acetic acid, 3,7,11,15-tetramethyl-hexadecy! es
57.0
— —r=
16.00 16.50
5000 m/z 69.10 15.00%
125.0
T
SUEEEF B ¥ Syt s ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92080: 2-Decanol, propanoate — —=
57.0 16.00 16.50
m/z 55.05 13.11%
h /J/\/\JL
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.445 159.63 ng 24807500  Phenanthrene-d1e 17.186
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 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 50
3 Dotriacontyl isobutyl ether 523 C36H740 1010406-33-6 50
4 Hexanoic acid, 3,5,5-trimethyl-,... 368 C24H4802 1000406-27-4 50
5 Isobutyl triacontyl ether 495 (C34H700 1000406-33-5 50
Abundance Scan 2254 (16.445 min): BM041434.D\data.ms (-2250) (- m/z 57.10 100.00%
57.1
16.50
140.1 213 2 :
0 ‘M “ M bebpomirf2710 35484150 47895390 /7 a1.e5  18.28%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 1
16.50
m/z 83.10 16.97%
140.0
‘\\J\\H‘\.IJ\J‘\MH;‘\\\\2‘]-\‘3\\()\2‘?9\9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
—r=
16.50
5000 m/z 69.05 15.28%
210 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #341128: Dotriacontyl isobutyl ether —r=
57.0 16.50
m/z 55.05 12.87%
5000
‘ \‘ 1}’ ” ‘IlFu 183.0 253.0 323.0 _420.0479.0
e e S e e e e —=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57

Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081623.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 7 Tetradecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.621 62.88 ng 9772040  Phenanthrene-die 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Dodecanoic acid 200 C12H2402 000143-07-7 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2284 (16.621 min): BM041434.D\data.ms (-2272) (. | m/z 73.80 100.00%

73.0

5000
185.1

%

I
W | \ - 16.50 17.00
Ob e kML Ly 1 2710 34594049 4789541 1/, 6o pp  79.18%
miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #109279: Tetradecanoic acid

73.0

4=

5000 ‘6‘6 T 00
185.0 16.5 17.

m/z 43.00 64.32%
15-&7‘1 m ‘“ XJ L l

(ERE \\‘\\\\‘\\\\‘H\\‘\H\‘\H\‘\\H‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid

60.0

?

T
16.50 17.00

5000 129.0 m/z 41.00 61.70%

bl

\‘H\m \

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

Abundance #75716: Dodecanoic acid ‘ ‘ =
60.0 16.50 17.00

m/z 55.00 57.98%

B

5000 129.0

2000

|

MMJ |

RRRRS
mlz--> 0 50

100 150 200 250 300 350 400 450 500

B

I
16.50 17.00

8270-BM@81623.M Fri Aug 18 ©5:51:26 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
BM041434.D

: 17 Aug 2023 12:57
: MA/JU
: 03992-02

: 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081623.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 8 Cyclotetradecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
17.568 25.67 ng 3989060  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 1-Tetradecanol 214 C14H300 000112-72-1 94
4 2-Tetradecene, (E)- 196 C14H28 035953-54-9 93
5 1-Tetradecene 196 C14H28 001120-36-1 92

Abundance Scan 2445 (17.568 min): BM041434.D\data.ms (-2440) (- m/z 55.00 100.00%
55.0
5000
111.1
T \
17.50
196.1
oL hbAULLL, 1901 2800 35514149 5209 ., 69.p5 93.57%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #71732: Cyclotetradecane
55.0
5000 = ‘
17.50
1.0 m/z 83.05 90.53%
\\‘!‘J\ !‘\J‘\}\\\1‘\\]-\9\6‘\(\)\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126378: 1-Hexadecano
69.0
T \
17.50
5000 m/z 43.00 82.35%
5.0
H 196.0
SRR N 1 P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92360: 1-Tetradecanol T ‘
69.0 17.50
m/z 41.00 75.14%
5000
5.0
R E LN —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 17.50

8270-BM@81623.M Fri Aug 18 ©5:51:27 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.151 227.45 ng 35346700  Phenanthrene-d1e 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55
Abundance Scan 2544 (18.151 min): BM041434.D\data.ms (-2532) (+ | m/z 73.00 100.00%
73.0
5000
129.1
213.2 — —
A 1800 | 1850
ol MMl gl 111 2709 345.0405.04610 588! ./, .00  77.43%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 1
18.00 18.50
“ 213.0 m/z 43.05 72.79%
\\\1‘ ‘\L’“\hh\“\l\\‘llf\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid
73.0
== —
18.00 18.50
5000 m/z 41.05 62.88%
129.0
228.0
17—
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92069: Tridecanoic acid == T
73.0 18.00 18.50
m/z 55.05 62.65%
5000 129.0
‘ ‘ 214.0
‘M“'H, — s
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50

8270-BM@81623.M Fri Aug 18 ©5:51:28 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 Oxalic acid, allyl pentadec... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.374  23.37 ng 3631810  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 90
2 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 90
3 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 70
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 70
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 62
Abundance Scan 2582 (18.374 min): BM041434.D\data.ms (-2576) (- | m/z 57.00 100.00%
57.0
= ——
213.1 ‘ 18.00 18.50
0 ”‘H' 269.0326.9 391.1 466.9 538.! m/z 43.00 89.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #248558: Oxalic acid, allyl pentadecyl ester
41.0
5000 = AL
18.00 18.50
70 m/z 69.00 87.18%
J“\]f"\"zs’s.o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #263801: Oxalic acid, allyl hexadecyl ester
41.0
= —
18.00 18.50
5000 m/z 55.00 74.60%
Hlo
T Y S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #289288: Oxalic acid, allyl octadecyl ester = —
41.0 18.00 18.50
m/z 71.10 69.47%
5000
7.0
WL asso 297.0
P e e = e
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50

8270-BM@81623.M Fri Aug 18 ©5:51:30 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 1-Octadecene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.962 301.06 ng 46785300  Phenanthrene-di10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 98
2 Cetene 224 C16H32 000629-73-2 96
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Octadecanol 270 C18H380 000112-92-5 94
5 1-Hexadecanol 242 C16H340 036653-82-4 94

Abundance Scan 2682 (18.962 min): BM041434.D\data.ms (-2676) (- | m/z 83.10 100.00%

83.1
5000
19.00
1F01 224.2 :
0k H‘L‘w‘H‘_"w?§5&‘3§59‘_‘fﬁ99w5§5ﬂ m/z 55.05 90.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138520: 1-Octadecene
43.0
5000 T
19.00
m/z 69.10 88.15%
T
‘\\\ ‘\\\\‘\\\\‘\1!\‘1\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104590: Cetene
41.0
——
19.00

5000 m/z 97.05 84.92%

hh 224.0

=
[
o

_“"H"H“_"w"H“H“H‘w“u“u“u“_“w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1
83.0 19.00
m/z 57.10 76.24%
5000
aallllios o
"H“H“_"w"H"H“H‘W“H“H“H“_“W“H‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00

8270-BMO81623.M Fri Aug 18 ©5:51:32 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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

BM081623 .M

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 unknownl9.027

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.027 72.53ng 11271400  Phenanthrene-dle 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Trichloroacetic acid, hexadecyl ... 386 CL8H33C1302  074339-54-1 46

2 Cyclopropane, 1-(1,2-dimethylpro... 252 C18H36

3 Bromoacetic acid, octadecyl ester 390 C20H39Br02

041977-42-8 43
018992-03-5 35

4 Glycine, N-(cyclobutylcarbonyl)-... 283 C16H29NO3 1000314-46-7 25
5 Triacontyl acetate 480 C32H6402 041755-58-2 25
Abundance Scan 2693 (19.027 min): BM041434.D\data.ms (-2691) (- | m/z 57.10 100.00%
57.1
- i /L/\AAM,JIWA\WJMJ/N/WK
RN T
\ H | 2212 19.00
0t n“‘u WUJ 112412 312.4 3858 4750 5411 1/, 4319  81.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
5000 L :
111.0 19.00
‘ m/z 55.05 78.85%
J‘” \‘\‘}’\\U\}\i\‘l\\\9\6‘\0\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138541: Cyclopropane, 1-(1,2-dimethylpropyl)-1-methyl
69.0
—— ‘
19.00
5000 m/z 83.18  70.60%
5.0
i %\ 2090
Il
A R R T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #295270: Bromoacetic acid, octadecyl ester —
43.0 19.00
m/z 71.10 67.96%
5000
111.0
250.0
Whpme e )
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00

8270-BM@81623.M Fri Aug 18 ©5:51:33 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 unknownl19.203 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.203 39.18 ng 6088870  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-bromo-2,2-diethyl- 176 C7H13Br 343926-55-6 35
2 Cyclohexanemethanol, 2-methyl- 128 C8H160 002105-40-0 27
3 3-Cyclopent-1-enyl-3-hydroxy-2-m... 170 C9H1403 1000191-19-7 27
4 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 22
5 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 22

Abundance Scan 2723 (19.203 min): BM041434.D\data.ms (-2718) (- m/z 55.00 100.00%

55.0
5000 185.1
o e
H‘ ‘ ][5,1 19.00 19.50
ob MAILTL 1 2710 3409 41704749 097 10 64.76%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #51244: Cyclopropane, 1-bromo-2,2-diethyl-
55.0
5000 — =
19.00 19.50
L m/z 185.10  48.31%
\‘h\L"‘J\‘Lli‘\‘]]1-?\'(\)”]]-\7\6\'\9\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14478: Cyclohexanemethanol, 2-methyl-
55.0
— e
19.00 19.50
5000 ITI/Z 81.05 44 .75%
H‘ 110.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

#46192: 3-Cyclopent-1-enyl-3-hydroxy-2-methylpropionic T
97.0 19.00 19.50
m/z 41.00 43.46%

) M

\\\’\\\\"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

1 T
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270-BM@81623.M Fri Aug 18 ©5:51:35 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 9-Octadecenoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.351 75.45 ng 42846900  Chrysene-di12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid 282 C18H3402 002027-47-6 99
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 93
3 Oleic Acid 282 C18H3402 000112-80-1 92
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 86
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 86

Abundance Scan 2748 (19.350 min): BM041434.D\data.ms (-2736) (+ ' m/z 55.05 100.00%

55.0
5000
11.1 T T
h” ” ‘ ‘ 264.1 19.00 19.50
0l ML \”“‘w"'w'* Ol .1 82703889 492 .. co10 84.54%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176210: 9-Octadecenoic acid
55.0
5000 264.0 \‘ T

19.00 19.50
m/z 41.05 59.04%

\‘ H 1 Hn”l“.h L u o M e

T \\‘\\ LI L L BB B L R

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

?

Abundance #176209: cis-Vaccenic acid
55.0
19.00 19.50
5000 ITI/Z 83.10 56.63%
[asso 00
‘JLJ’“me%"”'J‘,mu“N“_“‘_“w“‘w“w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176205: Oleic Acid - —
41.0 19.00 19.50
m/z 97.10 48.01%
5000
T?O
264.0
’M‘nhn?‘loz?f*o IS -
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50

8270-BMO81623.M Fri Aug 18 ©5:51:36 2023 Page: 17



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\

Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081623.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 15 Octadecanoic acid, 12-oxo-, Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.421 78.25 ng 44437100  Chrysene-di12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid, 12-oxo-, meth... 312 C19H3603 002380-27-0 59

2 7-Octadecanone 268 C18H360 018277-00-4 46
3 Thiazole, 2-ethyl- 113 C5H7NS 015679-09-1 43
4 Ethanone, 1-cyclododecyl- 210 C14H260 028925-00-0 40
5 7-Tridecanone 198 C13H260 000462-18-0 38
Abundance Scan 2930 (20.421 min): BM041434.D\data.ms (-2920) (- | m/z 43.05 100.00%
43.0
113.1
5000
——
bt T
0 H“HW' Ly 0 Z7LL 3411 4182 4932 . u 555 71.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #214781: Octadecanoic acid, 12-oxo-, methyl ester
55.0
5000 113.0 —
20.50
‘ ’ ‘ 2420 m/z 41.05 54.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158570: 7-Octadecanone
43.0
——
20.50
5000 m/z 113.10 54.08%
113.0
‘ 183.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7796: Thiazole, 2-ethyl- T
58.0 20.50
m/z 112.10 53.02%
113.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50

8270-BM@81623.M Fri Aug 18 ©5:51:37 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 12-Hydroxystearic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.568 184.59 ng 104825000  Chrysene-di12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 91
2 Succinic acid, cyclohexylmethyl ... 298 C17H3004 1000389-60-0 37
3 2'-Methyldihydro-2-stilbazole 197 C14H15N 058246-68-7 35
4 2-(4-Cyanophenyl)-5-hydroxypyrim... 197 C11H7N30 150405-59-7 35
5 3-Methyl-9H-carbazol-2-o0l 197 C13H11NO 024224-30-4 27

Abundance Scan 2955 (20.568 min): BM041434.D\data.ms (-2936) (- | m/z 197.05 100.00%

197.1
55.0
5000
U \
i
Of ok L UL i, 2641 3452 4153 4892549, /. 55 o5 81.6a%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199811: 12-Hydroxystearic acid
55.0
197.0
5000 —— |
20.50
m/z 97.10 57.42%
ﬂns.o
HL“ H h l\lJ‘MMH‘L‘ ol 264.0

| ‘ )
\\f\[\\\ \\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196900: Succinic acid, cyclohexylmethyl 2-methylpent-3
97.0

=

T \
20.50

5000 m/z 69.10  38.10%
H 197.0

Z?H N |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance #72714: 2'-Methyldihydro-2-stilbazole —— ‘
93.0 197.0 20.50
m/z 95.10 37.56%
N J\/JL
T N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 Carbonic acid, 2-ethylhexyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.121 39.73 ng 22564400  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl trid... 356 C22H4403 1000383-14-0 81
2 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 74
3 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 64
4 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 64
5 Isobutyl octan-2-yl carbonate 230 C13H2603 1000372-74-7 50
Abundance Scan 3049 (21.121 min): BM041434.D\data.ms (-3043) ({ m/z 57.10 100.00%
57.1
5000
— —
\ } ‘ 21.00 21.50
ol L ¥ ek 3253 4143 4942 m/z 70.05 74.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #266195: Carbonic acid, 2-ethylhexyl tridecyl ester
57.0
5000 == —
21.00 21.50
m/z 71.10 74.90%
AL s 020,
\‘\\‘\\\\‘f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #234676: Carbonic acid, 2-ethylhexyl undecy! ester
57.0
== —
21.00 21.50
5000 m/z 112.10 60.27%
154 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181684: Carbonic acid, bis(2-ethylhexyl) ester —= —s
57.0 21.00 21.50
m/z 43.05 54.93%
h A/NJL“Vx\JkAJXJLLgﬂw
1“;1.0 — =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 Oleic Acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.986 174.43 ng 99055500  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 64
2 2-Undecanol oleate 436 C29H5602 1000465-66-9 49
3 2-Nonanol oleate 408 C27H5202 1096360-61-0 49
4 i-Propyl 11-octadecenoate 324 C21H4002 1000336-79-5 41
5 9-Octadecenoic acid (Z)-, octade... 535 C36H7002 017673-49-3 38

Abundance Scan 3196 (21.986 min): BM041434.D\data.ms (-3185) (- | m/z 57.10 100.00%
57.1

" i \JL
——
”’ by 193.1 3373395446115210 22.00
o4t m‘w'!'{m A R e e e m/z 71.10  95.54%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid
55.0
5000 R
22.00
m/z 55.05 69.13%

»

RN BAREEE T \H‘\"HV\‘HH‘HH‘HH‘\\H‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

’H 264.0
‘ ﬂ .ﬂﬂ I\ \i L “ u

Fis

Abundance #320579: 2-Undecanol oleate
55.0
265.0
22.00
5000 ITI/Z 69.05 55.88%
il “‘ ﬁ“"ww 070, L1320 4se0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307003: 2-Nonanol oleate —
55.0 22.00
m/z 265.25 49.21%
265.0
5000
i H‘n‘v‘ﬁ||wwﬁ- e P R . AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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 2-Ethylhexyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.044 107.72 ng 61171700  Chrysene-d12 21.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl stearate 396 C26H5202 022047-49-0 53
2 3-Ethylthio-6-(N-morpholino)-1,2... 267 C9H13N70S 1000284-76-8 38
3 Acetic acid, 2-ethylhexyl ester 172 C1eH2002 000103-09-3 25
4 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 22
5 1-[2-(Heptylmethylcarbamoyl)acet... 423 C24H45N303 1000195-21-9 16

Abundance Scan 3206 (22.044 min): BM041434.D\data.ms (-3200) (+ | m/z 112.10 100.00%

P
1121 267.3
5000 43.

‘ " 185.1 ] 22.00 |
oLl il ik M | 330339644592 8390 n/z 267.25 82.32%
mjz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #299800: 2-Ethylhexyl stearate J\
112.0
5000 U w

284.0 22.00
m/z 70.10 76.80%

‘4““" |18§.0\'\396'0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #157178: 3-Ethylthio-6-(N-morpholino)-1,2,4-triazolo[4,3-
112.0

267.0 2200
5000 m/z 284.30 71.89%
A“ J 1820
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47061: Acetic acid, 2-ethylhexyl ester —f I
43.0 22.00
m/z 285.30 66.15%
5000
‘1120
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-

BM081623 .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 3-Dimethylaminopropyl metha... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

22.768 29.77ng sose0300 Perylene-d12 23.791

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Dimethylaminopropyl methacryla... 170 C9H18N20
2 Octanamide, N-(2-butyl)-N-methyl- 213 C13H27NO
3 Fumaric acid, 2-dimethylaminoeth... 271 C14H25NO4
4 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S
5 N,N-Dimethyl-2-cyclohexyloxyethy... 171 C1@H21NO

005205-93-6 59
1000458-72-7 59
1010331-64-5 59
027421-70-1 59
071126-60-8 59

Abundance Scan 3329 (22.768 min): BM041434.D\data.ms (-3315) (- | m/z 58.10 100.00%
58.1
5000
364.4 éZ%d éSBd
157.1 E - :
307.3
bl ol 2222 S00° | 42914891549, ./ 364 40 10.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46233: 3-Dimethylaminopropyl methacrylamide
58.0
5000 — —
22.50 23.00
m/z 72.05 9.06%
\\J\‘“‘J\u\l\‘[\\1\]‘-\7}0\-\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91008: Octanamide, N-(2-butyl)-N-methyl-
58.0
— = ~
22.50 23.00
5000 m/z 157.18  7.68%
129.0
YT
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161937: Fumaric acid, 2-dimethylaminoethyl hexyl este i —r
58.0 22.50 23.00
m/z 59.05 5.99%
5000
A 143.0 227.0
T e —= =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81723\
Data File : BM@41434.D

Acqg On : 17 Aug 2023 12:57
Operator : MA/JU

Sample : 03992-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@81623.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|
Ethanol, 2-butoxy- 6.010 27.7 ng 173991000 1 7.775 125454000 20.0
Hexanoic acid, ... 9.304 58.8 ng 9419980 2 10.575 3205950 20.0
Dodecanoic acid 14.992 45.7 ng 41460400 3 14.427 18131800 20.0
1-Octanol, 5,7,... 16.345 112.5 ng 17483500 4 17.186 3108090 20.0
Acetic acid, 3,... 16.398 254.2 ng 39509600 4 17.186 3108090 20.0
Pentafluoroprop... 16.445 159.6 ng 24807500 4 17.186 3108090 20.0
Tetradecanoic acid 16.621 62.9 ng 9772040 4 17.186 3108090 20.0
Cyclotetradecane 17.568 25.7 ng 3989060 4 17.186 3108090 20.0
n-Hexadecanoic ... 18.151 227.4 ng 35346700 4 17.186 3108090 20.0
Oxalic acid, al... 18.374 23.4 ng 3631810 4 17.186 3108090 20.0
1-Octadecene 18.962 301.1 ng 46785300 4 17.186 3108090 20.0
unknown19.027 19.027 72.5 ng 11271400 4 17.186 3108090 20.0
unknown19.203 19.203 39.2 ng 6088870 4 17.186 3108090 20.0
9-Octadecenoic ... 19.351 75.5 ng 42846900 5 21.409 11357500 20.0
Octadecanoic ac... 20.421 78.3 ng 44437100 5 21.409 11357500 20.0
12-Hydroxystear... 20.568 184.6 ng 104825000 5 21.409 11357500 20.0
Carbonic acid, ... 21.121 39.7 ng 22564400 5 21.409 11357500 20.0
Oleic Acid 21.986 174.4 ng 99055500 5 21.409 11357500 20.0
2-Ethylhexyl st... 22.044 167.7 ng 61171700 5 21.409 11357500 20.0
3-Dimethylamino... 22.768 29.8 ng 80800300 6 23.791 54288100 20.0
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