LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc :

ALS Vvial : 13  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-BM122121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33560.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.472 373 380 393 rBV 655339 969304 55.97% 9.621%
2 7.078 646 653 667 rVB 655765 1078203 62.26% 10.702%
3 7.907 788 794 801 rVB 113697 179240 10.35% 1.779%
4 9.001 968 980 986 rBV6 9758 28806 1.66% 0.286%
5 9.078 986 993 1003 rBV 395749 699612 40.40% 6.944%
6 9.219 1012 1017 1019 rBv4 11082 18010 1.04% 0.179%
7 9.248 1019 1022 1030 rVB7 12251 25829 1.49% 0.256%
8 9.625 1081 1086 1090 rVB2 15769 25337 1.46% 0.251%
9 9.884 1125 1130 1139 rBV6 20159 37132 2.14% 0.369%
10 10.301 1193 1201 1209 rBV9 8485 27118 1.57% 0.269%
11 10.431 1215 1223 1229 rBV7 11944 28603 1.65% 0.284%
12 10.719 1266 1272 1280 rVB 143205 253298 14.63% 2.514%
13 10.866 1293 1297 1302 rVB 18542 28125 1.62% 0.279%
14 11.195 1349 1353 1360 rVB5 18423 33500 1.93% 0.332%
15 11.372 1379 1383 1385 rBvV2 11707 18556 1.07% 0.184%
16 11.737 1440 1445 1448 rBV 40156 66685 3.85% 0.662%
17 11.989 1481 1488 1494 rBV9 14954 28800 1.66% 0.286%
18 12.831 1627 1631 1638 rVB6 14031 28901 1.67% 0.287%
19 12.984 1654 1657 1663 rVB6 11494 17613 1.02% 0.175%
20 13.084 1663 1674 1680 rBV 52051 93656 5.41% 0.930%
21 13.178 1684 1690 1699 rVB 935669 1406490 81.21% 13.960%
22 13.354 1712 1720 1725 rBV9 12498 37697 2.18% 0.374%
23 14.031 1830 1835 1839 rBV 42865 56181 3.24% ©0.558%
24 14.201 1859 1864 1868 rBV7 14286 23523 1.36% 0.233%
25 14.378 1890 1894 1900 rVB8 13839 24590 1.42% 0.244%

26 14.554 1919 1924 1932 rVB 222883 344855 19.91%
27 16.048 2169 2178 2193 rBV 792613 1198787 69.22% 11.
28 17.301 2385 2391 2397 rBV 251053 384773 22.22%
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29 18.195 2538 2543 2551 rBV2 74359 113414  6.55% 126%
30 19.360 2733 2741 2747 rBV3 19907 39755 2.30% 395%
31 19.471 2756 2760 2770 rBV5 23547 40404  2.33% 0.401%
32 19.924 2832 2837 2845 rVB 1360437 1731911 100.00% 17.190%
33 20.424 2918 2922 2930 rBV3 24566 49645 2.87% 0.493%
34 21.189 3047 3052 3060 rBV = 121821 188236 10.87% 1.868%
35 21.483 3097 3102 3113 rBV 288732 398304 23.00%  3.953%

36 23.877 3503 3509 3517 rVB 175409 350321 20.23% 3.477%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS Vvial : 13  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-BM122121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 10075214
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM033560.D\data.ms
1200000
1000000
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5.472 7.078
600000

9.078

400000

200000 10.719

7.907
9.0M2v8 9.629.884 10180431 .8661.19%741.737
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Abundance TIC: BM033560.D\data.ms

19.924

1200000
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400000
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Abundance TIC: BM033560.D\data.ms
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800000
600000
400000 21.483

23.877
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 4-Heptafluorobutyryloxyhexa... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.001 3.21 ng 28806 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 58
2 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 53
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 007667-55-2 52
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 52
5 Cyclopentane, butyl- 126 CSH18 002040-95-1 45

Abundance Scan 980 (9.001 min): BM033560.D\data.ms (-968) (-) m/z 55.05 100.00%

55.0
- e WW\/\A/V\M
1. R L
HH ‘ ‘ ‘ ‘ 207 1 8.60 8.80 9.00 9.20 9.40
0L “‘q 1 m/z 69.10 81.85%
miz-> 50 100 150 200 250
Abundance #321012: 4-Heptafluorobutyryloxyhexadecane
55.0
5000 I L AL B
970 8.60 8.80 9.00 9.20 9.40
m/z 41.05 65.59%
0 25J0 Hu 4 W\\h A | 13501690 2260 282
miz-> 50 100 150 200 250
Abundance #56973: Cyclopentane, 1,2-dibutyl-
69.0
e RARE
8.60 8.80 9.00 9.20 9.40
5000 m/z 83.10 51.30%
125.0
29.0
L) 1820
ob— il b by b e
miz--> 50 100 150 200 250
Abundance #13299: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.
55.0 8.60 8.80 9.00 9.20 9.40
m/z 125.20  44.38%
97.0
5000
126.0
01‘5"0““ ‘MH‘ \H ' —— —— ——
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 unknown9.219 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

o219 2.01ng 18010 1,4-Dichlorobenzene-dd  7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, decyl ester 302 C12H21C1302 065611-33-8 38

2 13-Tetradecen-1-o0l acetate 254 C16H3002 056221-91-1 38
3 1-Fluorononane 146 COH1S9F 000463-18-3 38
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 38
5 5-Tridecene, (Z)- 182 C13H26 025524-42-9 35

Abundance Scan 1017 (9.219 min): BM033560.D\data.ms (-1012) (-) m/z 55.10 100.00%

5!:
5000 97.2
R RRRRR R
M ‘ H 154.2 8.80 9.00 9.20 9.40 9.60
[ _1“‘\“;””“‘HH_m_H‘wHwa”www m/z 43.05 69.65%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #201299: Trichloroacetic acid, decyl ester
43.0
71.0
5000 [TT T T[T I T[T T T T[T rrrT
8.80 9.00 9.20 9.40 9.60
112.0 m/z 97.20  49.22%
h\ ‘ 140.0
O' \\‘}‘\\“\‘\H“\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 41.10 43.53%
111.0
0 \‘ Il ‘\ I ul ?0‘167 0194.0 224.0 254.C
— H““‘H‘_“w e e T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #25730: 1-Fluorononane Rmaas A R
43.0 8.80 9.00 9.20 9.40 9.60
m/z 70.10 33.02%
5000
70.0
970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown9.248 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.248 2.88 ng 25829 1,4-Dichlorobenzene-d4 7.907

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloroacetic acid, 2,2-dimethylp... 164 C7H13C1l02 126176-76-9 17
2 Chloroacetic acid, 2-ethylcycloh... 204 C10H17C102 1000279-89-1 12
3 Propane, 1,2-epoxy-2-methyl-3,3,... 174 C4H5C130 016387-26-1 12
4 Acetamide, chloro-N-(4-nitro-3-f... 206 C4H3C1N404 1000269-08-7 10
5 Chloroacetic acid, 3-chloropropy... 170 C5H8C1202 062116-55-6 10

Abundance Scan 1022 (9.248 min): BM033560.D\data.ms (-1019) (-) m/z 43.10 100.00%

3.1
81.1
5000 125.2 281
R A AEREREY
“ ‘ | H 9.00 9.20 9.40 9.60
0“HHMHA_MHMH‘_Hw‘HWH‘WHH‘HH_‘HWH‘_HW‘HWH m/z 57.10 75.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #40115: Chloroacetic acid, 2,2-dimethylpropyl ester
57.0
9.00 9.20 9.40 9.60
m/z 69.10 66.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #79320: Chloroacetic acid, 2-ethylcyclohexyl ester
81.0
41'0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
9.00 9.20 9.40 9.60
5000 110.0 m/z 81.10 55.68%
0
m/z--> 20 40 60 80 100120140160180200220240260280 m\
Abundance #49209: Propane, 1,2-epoxy-2-methyl-3,3,3-trichloro- R REmEE B L
57.0 9.00 9.20 9.40 9.60
m/z 86.00 54.17%
5000 109.0
b o
VA 0 ——
m/z--> 20 40 60 80 100120140160180200220240260280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 +trans-Decalin, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.625 2.00 ng 25337  Naphthalene-d8 10.719

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 87
2 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 81
3 Benzofuran, octahydro-6-methyl-3... 152 C10H160 077954-13-3 74
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 70
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 70

Abundance Scan 1086 (9.625 min): BM033560.D\data.ms (-1081) (-) m/z 81.05 100.00%

81.0
41.1 152.2
5000
109.0 W/\ﬂ
64 —— ——
]
ot M P L wsz e7.16 86.45%
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0 /WM\
5000 e —r—
9.50 10.00
39/0 109.0 m/z 95.20 71.78%
0 \‘w1\‘\”“\\H‘\\]I%S\.O\\“\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #29481: Cyclodecene, 1-methyl-
81.0 (}%
[l T
55.0 9.50 10.00
5000 m/z 152.20 53.52%
152.0
3900 109.0
ol bl L yseo |
miz--> 20 40 60 80 100 120 140 160
Abundance #29290: Benzofuran, octahydro-6-methyl-3-methylene- —— ‘ m ‘
41.0 81.0 9.50 10.00
m/z 41.10 52.78%
5000 108.0 152.0
025$ﬁ — —
m/z--> 20 40 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 5-Eicosyne Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.884 2.93 ng 37132  Naphthalene-d8 10.719

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosyne 278 C20H38 074685-31-7 72
2 8-Heptadecyne, 1-bromo- 314 C17H31Br 056599-94-1 58
3 5-Nonadecen-1-0l 282 C19H380 1000131-11-9 58
4 Cyclohexene, 1-pentyl- 152 C11H20 015232-85-6 58
5 Bicyclo[2.2.1]heptane, 2-methyl-... 110 C8H14 000872-78-6 58

Abundance Scan 1130 (9.884 min): BM033560.D\data.ms (-1125) (-) m/z 67.05 100.00%

67.0
152.2
5000
09.0 - —
LI
ol AL L w/z 41.10 87.55%
miz-> 50 100 150 200 250 300
Abundance #171296: 5-Eicosyne
81.0
41.0
5000 — —
9.50 10.00
m/z 81.10 85.14%
LSS
0 T ‘\ H “H\ ! U “h L \‘h“ ‘!‘ \“ T h\ ‘;L(\SS\.O\ T ‘2\2\1\0\ ‘ \2\78\\0 ‘ T
miz--> 50 100 150 200 250 300
Abundance #216923: 8-Heptadecyne, 1-bromo-
41.0/ 81.0
— —
9.50 10.00
5000 m/z 95.10 71.65%
23.0
ol LIk Ul ol 1%%155.0188.0220.0 2500 315
A e e S
miz--> 50 100 150 200 250 300
Abundance #176355: 5-Nonadecen-1-ol e T
81.0 9.50 10.00
41.0 m/z 152.20 66.83%
5000
‘ ‘ 137.0
o ALl 16902070 2640 i
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknownl®.301 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.301 2.14 ng 27118 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 22
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 16
3 4-Nonene, 3-methyl-, (Z)- 140 C1eH20 063830-69-3 14
4 1-Undecanol 172 C11H240 000112-42-5 12
5 1-Octanol, 3,7-dimethyl- 158 C10H220 000106-21-8 12

Abundance Scan 1201 (10.301 min): BM033560.D\data.ms (-1193) (- m/z 55.10 100.00%

55.1
5000
83.1
133.0 — —
| | "] ]
ot LI W L myz 69.10 88.20%
m/z--> 20 40 60 80 100 120 140
Abundance #1674: 1-Pentene, 3-methyl-
558.0
5000 270 T T T T T T
84.0 10.00 10.50
m/z 57.05 52.70%
O\:!-Z\.g‘\‘!\\‘}“1\‘\“\’\‘!‘\\‘\‘\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #13249: Cyclohexane, 1,2,3-trimethyl-
55.0
70.0
— —
10.00 10.50
5000 97.0 m/z 41.10 48.40%
21.0 126.0
0 HH,\‘J‘ \“‘\‘H“‘H“m‘mu‘u
m/z--> 20 40 60 80 100 120 140
Abundance #20711: 4-Nonene, 3-methyl-, (2)- — —
55.0 10.00 10.50
m/z 53.00 41.90%
5000
70.0
29.0 me
111.0
SRR O W N - i L
m/z--> 20 40 60 80 100 120 140 10.00 10.50

8270-BM122121.M Thu Dec 23 13:16:55 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 Oxalic acid, 6-ethyloct-3-y... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.431 2.26 ng 28603  Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 50
2 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 50
3 Oxalic acid, 6-ethyloct-3-yl iso... 286 C16H3004 1010309-34-1 50
4 Oxalic acid, 6-ethyloct-3-yl hex... 314 C18H3404 1000309-34-4 50
5 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 50
Abundance Scan 1223 (10.431 min): BM033560.D\data.ms (-1215) (- m/z 43.10 100.00%
3.1
85.1
20 MMWJ\
119.1 —
L il
o"_mw“_H“‘_wa‘_m_Ww_wm m/z 57.10  56.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #217225: Oxalic acid, 6-ethyloct-3-yl isohexyl ester
43.0 85.0
5000 1
10.50
m/z 85.10 53.25%
‘ 110 4410
O\\‘\‘\‘\{‘i”\\‘!h‘\w}\““\‘\\\“‘\\“\‘\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59055: Undecane, 2,7-dimethyl-
Lot ™
10.50
m/z 41.10 51.32%
5000 710 /
98.0
ol | | L %0 12710 4600 WWJ\/
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #181425: Oxalic acid, 6-ethyloct-3-yl isobutyl ester —
57.0 850 10.50
' m/z 55.05 44.17%
5000
111.0 141.0
5 0 8 BB
o e b L mso -
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

8270-BM122121.M Thu Dec 23 13:16:56 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 Undecane, 3,5-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.866 2.22 ng 28125 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
5 Octane, 4-ethyl- 142 C1eH22 015869-86-0 59

Abundance Scan 1297 (10.866 min): BM033560.D\data.ms (-1293) - m/z 57.10 100.00%
57.1

P e
‘ 98.1 147.0 10.50 11.00
0 Hh“ww‘l M . m/z 43.10 60.12%
miz--> 50 100 150 200 250 300
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
5000 — e
10.50 11.00
m/z 71.10 37.97%
99.0
OZ\ZP ‘\L “\ ‘1‘ \”‘\ “‘ B \15“5\0\ L B s e B
miz--> 50 100 150 200 250 300
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0 /
P vl ]
10.50 11.00
5000 m/z 41.10  36.42%
99.0
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester P ——
57.0 10.50 11.00
m/z 56.10 17.43%
oL ‘\w M | 1410 1820 2520 325 L
m/z--> 50 100 15 200 250 300 10.50 11.00

8270-BM122121.M Thu Dec 23 13:16:57 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.195 2.65 ng 33500 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 81
2 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 60
3 2-Dodecene, 2-methyl- 182 C13H26 055103-82-7 52
4 3-Heptene, 2,6-dimethyl- 126 C9H18 002738-18-3 50
5 4-Pentenal, 2-methyl- 98 C6H100 005187-71-3 47

Abundance Scan 1353 (11.195 min): BM033560.D\data.ms (-1349) - m/z 57.10 100.00%

57.1
83.1
5000
111.2 i -
ol o b 2y e s
obrreedl LI 0 ) ‘wﬂ‘ﬂw“‘w“‘w‘k“ m/z 41.10 97.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56982: Cyclohexane, 2-butyl-1,1,3-trimethyl-
41.0 69.0
5000 — —
11.00 11.50
97.0 .
126.0 182.0 m/Z 69.10 86.70%
O' \\H‘\\‘H\“}H\\\“‘]\.5\1\-\0’\‘\\\“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13253: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0
—— —
11.00 11.50
5000 111.0 m/z 55.10 80.68%
P S . N WMMM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56970: 2-Dodecene, 2-methyl- — —
69.0 11.00 11.50
m/z 56.10  75.91%
41.0
5000
182.0
0 TP 1260 1540
i bl e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

8270-BM122121.M Thu Dec 23 13:16:58 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 Octane, 2,3,7-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.737 5.27 ng 66685 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 78
2 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 72
3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 72
4 1-Decene, 4-methyl- 154 C11H22 013151-29-6 64
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 64
Abundance Scan 1445 (11.737 min): BM033560.D\data.ms (-1440) - m/z 57.10 100.00%
57.1
. JW
—— —
h ‘ 85.0 113.1 165.1 11.50 12.00
O el e 285 wyz 43.10 79.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33100: Octane, 2,3,7-trimethyl-
57.0
5000 —r— ——
11.50 12.00
m/z 71.20 73.03%
29-0‘ ‘ 85.0 113.0
0\‘\‘\‘\\“‘\\\‘\‘\\‘M\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #170572: Sulfurous acid, hexyl octyl ester
57.0 85.0
/"\A T ‘ T T ‘ T
11.50 12.00
5000 m/z 41.10 42.92%
29.0 ‘ 113.0
SN SO 1°5 . I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester P ——
57.0 11.50 12.00
m/z 55.10 25.30%
5000
29 0 85.0 113.0
o Ll 1410 239.0
W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

8270-BM122121.M Thu Dec 23 13:16:59 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 6-Tridecene, 7-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.990 2.27 ng 28800 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 58
2 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 53
3 3-Tetradecene, (E)- 196 C14H28 041446-68-8 51
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43
5 7-Tetradecene 196 C14H28 010374-74-0 42

Abundance Scan 1488 (11.989 min): BM033560.D\data.ms (-1481) (- m/z 41.10 100.00%

411  69.1
5000
125.2
97.1 T
L7 e T
0 el 0Ll w/z e9.1e 92.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71761: 6-Tridecene, 7-methyl-
55.0
5000 T
83.0 12.00
111.0 m/z 55.10  73.90%
L] 1950
O\\\‘\\\\“‘\\\“\\\“‘\‘\‘\‘\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13242: Cyclohexane, 1,2,3-trimethyl-
55.0
—
12.00
5000 97.0 ITI/Z 43.15 52.02%
126.0
29.0 ‘
:
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71736: 3-Tetradecene, (E)- —
41.0 12.00
m/z 56.05 49.54%
69.0
5000
97.0
196.0
0l15.0 | \“ | 1125.0147.0168.0
P e e e e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BM122121.M Thu Dec 23 13:17:00 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.084 5.43 ng 93656  Acenaphthene-dile 14.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
2 Decyl octyl ether 270 C18H380 1000406-38-3 72
3 Octane, 2-methyl- 128 C9H20 003221-61-2 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58

Abundance Scan 1674 (13.084 min): BM033560.D\data.ms (-1663) (- m/z 57.10 100.00%

57.1
5000
85.0
— ‘
| 113.1 159.2 13.00
0 _“Jp«w _JMJNMWW_wNW@WW‘pu‘NW‘u‘_“W““ m/z 71.10 66.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 —
13.00
85.0 . .19%
29.0 m/z 43.10 65.19%
0 T \‘i‘\ \“‘\ T \“‘ T \H} T “1‘\ T \”“ \:L\:L‘NS\.?\H\ ;\4.‘1\\0\ T ?‘\6\9\\0‘ T -:L\Q\?‘(\)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #161354: Decyl octyl ether
57.0
T T \
13.00
5000 ITI/Z 41.10 46.68%
83.0
29.0 112.0
| L L | 1400
ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14530: Octane, 2-methyl- T ‘
43.0 13.00
m/z 55.10 37.77%
5000
71.0
| L g e
0 _1‘Ju‘ﬂq‘w‘w!"W“L“;H“‘H,‘H“‘H“‘H‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

8270-BM122121.M Thu Dec 23 13:17:01 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 unknownl3.354 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.354 2.19 ng 37697  Acenaphthene-die 14.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, tridecyl ester 254 C16H3002 003076-04-8 47
2 Cyclopentane, butyl- 126 C9H18 002040-95-1 46
3 1-Tetradecanol 214 C14H300 000112-72-1 43
4 Trichloroacetic acid, 2-tridecyl... 344 C15H27C1302 1010282-06-3 43
5 1-Dodecanol 186 C12H260 000112-53-8 43
Abundance Scan 1720 (13.354 min): BM033560.D\data.ms (-1712) (- m/z 55.10 100.00%
55.1
5000 WMMW
82.0
— ——
| ‘H ] 12"5-2 150 1931 13.00 13.50
ol dl Il 292 Tz a1.1e 91.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #140851: 2-Propenoic acid, tridecyl ester
55.0
5000 — ——
83.0 13.00 13.50
' m/z 57.10 59.14%
111.0
Otrr RAR \‘i‘}‘\‘w “W I ’M‘\ \‘1““ M‘MH T ih‘\ T \1\5\‘%‘0\ T \1\8“2\\0\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13194: Cyclopentane, butyl-
41.0 69.0
— —
13.00 13.50
5000 m/z 43.10 50.03%
97.0
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92356: 1-Tetradecanol “ T
55.0 13.00 13.50
83.0 m/z 82.05  36.49%
5000 29.0
111.0
I |00 1980 sa0
O e el 0 N e e M
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

8270-BM122121.M Thu Dec 23 13:17:01 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.031 3.26 ng 56181  Acenaphthene-d10 14.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 80
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 74
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Pentacosane 352 C25H52 000629-99-2 64

Abundance Scan 1835 (14.031 min): BM033560.D\data.ms (-1830) (- m/z 43.10 100.00%

43.1
5000
13.2 5.4‘06 |
W 192:9 : ]
bbb b e e M/z 57.10 89.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 — ‘
14.00
m/z 71.10 71.42%
o ‘ |[1£70197.0267.0337.0  463.0 561.0
‘\\\\‘\\\‘\\\\‘\\\\‘T\\\‘\11\‘1\\WYf\TF‘TT\\1\\11‘\T\\‘f\\f‘\T\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
T \
14.00
5000 m/z 41.10 63.10%
‘ %41.0
bbbl 2280
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 14.00
m/z 55.05 46.76%

5000

3

ol LTP0 2110 206.0
AL B0 2se0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00

8270-BM122121.M Thu Dec 23 13:17:02 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.195 5.90 ng 113414  Phenanthrene-di10 17.301
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Nonanoic acid 158 C9H1802 000112-05-0 45

Abundance Scan 2543 (18.195 min): BM033560.D\data.ms (-2538) (-  m/z 43.05 100.00%

43.0 73.1
5000 1291
— —
H ‘ 18.00 18.50
0 _MHW : m/z 73.10  92.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 T L
18.00 18.50
157.0 18502130 256.0 m/z 60.10 84.82%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
A A
— o
43.0 18.00 18.50
5000 129.0 m/Z 41.10 81.30%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid —— —
73.0 18.00 18.50
43.0 m/z 55.05 76.83%
5000
129.0
185.0 228.0
0?570 i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50

8270-BM122121.M Thu Dec 23 13:17:03 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50

Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

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

Peak Number 16 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.360 2.07 ng 39755  Phenanthrene-dio 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 70
2 Fluoranthene 202 Cle6H1e 000206-44-0 59
3 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 59
4 Pyrene 202 Cl6H10 000129-00-0 58
5 Cyclopropane-1,1-dicarbonitrile,... 202 C11H7CIN2 098235-21-3 50

Abundance Scan 2741 (19.360 min): BM033560.D\data.ms (-2733) (-  m/z 202.10 100.00%

202.1
5000
57.1 — ——
‘ 97.1 137.1 19.00 19.50
0 ‘Hu‘ \\H\Mu‘\h\h‘ “WH‘H“ “‘ oo o \“ I ‘2(‘37‘9‘ - ?5‘5 m/z 57.10 20.07%
mlz--> 50 100 150 200 250 300 350
Abundance #78092: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0
5000 — —
19.00 19.50
m/z 203.00 19.68%
1010
)\7\0\ “ \‘.\H\ “‘\ H‘ \‘ \ \1\5}‘0\()\“\ T ! L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #78090: Fluoranthene
202.0
— ——
19.00 19.50
5000 m/z 200.00 16.01%
101.0
0770 63.0 “ 1500\ |
e
miz--> 50 100 150 200 250 300 350
Abundance #111826: 1,4-Pentadiyn-3-one, 1,5-diphenyl- — —
202.0 19.00 19.50
m/z 201.10 14.66%
5000
51.0 101.0 150.0 H
bbb e L N I | R
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.471 2.03 ng 40404  Chrysene-d12 21.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 47

Abundance Scan 2760 (19.471 min): BM033560.D\data.ms (-2756) (- m/z 43.10 100.00%

5000
32 10 241.2
185.1 2843 ‘ U
| ‘ | 354. 19.50
ol l W L w2 ee.1e 93.e1%

WW H\
m/z--> 100 150 200 250 300 350

%

Abundance #179091: Octadecanoic acid
5000 129.0 S 1Y '
19.50
185.0 2410 284.0 m/z 73.05 86.57%
O' ‘\M\h\‘ \‘ ‘\ \‘ \“\ ‘ \‘ T ‘\ \‘ “\ T ‘ T T T ‘ T
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
——
19.50
5000 129.0 m/Z 55.10 85.71%

171.0 213.0 256.0

oL— ‘“‘ m\h”w ‘H‘\ . ‘\ ‘ ‘ ‘ ‘ ‘\
m/z--> 100 150 200 250 300 350

%

de e

Abundance #126203:Pentadecanok:acm ——

19.50
m/z 41.05 77.39%

5000 129.0
29.
199.0 242.0
m/z--> 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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 unknown20.424 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.424 2.49 ng 49645  Chrysene-d12 21.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ricinoleic acid 298 C18H3403 000141-22-0 45
2 Methyl 12-oxo0-9-dodecenoate 226 C13H2203 022418-58-2 43
3 Decanoyl chloride 190 C10H19Cl10 000112-13-0 35
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 32
5 2,6-Decadien-1-0l1, 7-methyl-3-pr... 210 C14H260 056153-12-9 15

Abundance Scan 2922 (20.424 min): BM033560.D\data.ms (-2918) (- m/z 55.10 100.00%

55.1
5000
1241 2071 T
‘ 2821 3412 499, 20.50
ol “J“‘M I \ﬂ L b T m/z 98.10 42.68%
mlz--> 50 100 150 200 250 300 350 400
Abundance #197151: Ricinoleic acid
55.0
5000 A /\W‘\«/\A‘MA Mk
20.50
‘ 1660 m/z 41.10 36.50%
O T \“‘“ ‘M‘ML]‘;’{M ‘m“l‘\ﬁ“\ “ \‘\ \‘\2‘]\-6\ \0\ ‘ \2\8\0\0‘ TT 1T ‘ TT 1T ‘ T T 17T
m/z--> 50 100 150 200 250 300 350 400
Abundance #106631: Methyl 12-ox0-9-dodecenoate
55.0
—r
20.50
5000 m/z 43.10 35.08%
‘ ‘ ) 194,
S L
miz--> 50 100 150 200 250 300 350 400
Abundance #64357: Decanoyl chloride T
55.0 20.50
m/z 97.10 33.55%
5000
110.0155.0
0 } —
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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-Nonadecene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.189 9.45 ng 188236  Chrysene-di2 21.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 1-Octadecanol 270 C18H380 000112-92-5 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 94
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 94

Abundance Scan 3052 (21.189 min): BM033560.D\data.ms (-3047) - m/z 43.10 100.00%
1

43.
83.2
5000
S —
%5-1 207.1 21.00 21.50
0Lty ‘m A u“w“u i %W\lw, “ - ‘,2%'9‘ ,32‘5"1‘, : m/z 55.10  98.57%
mlz--> 50 100 150 200 250 300 350
Abundance #155959: 1-Nonadecene
57.0 97.0
5000 e e
21.00 21.50
%390 266.0 m/z 57.05 89.84%
Olwswq\ “|H\ ‘“\‘ \‘ \“ ‘\‘L \‘L\ ‘h‘ ““\:‘!‘-\8%.\9’ 212\4\9 T T T T
miz--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecano
43.0 83.0
T -
21.00 21.50
5000 m/z 69.05 75.88%
25.0
LT asso 2210
0 ‘W“p‘wJ‘WJ‘”uUﬂ‘mw‘,“M T
miz--> 50 100 150 200 250 300 350
Abundance #179255: n-Nonadecanol-1 T e
43.0 83.0 21.00 21.50
m/z 83.20 75.33%
5000
It dh UL 1 ! .
ol kb gome zsm0 L
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BM122121.M Thu Dec 23 13:17:10 2021 Page: 22



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33560.D

Acqg On : 21 Dec 2021 18:50
Operator : CG/JU

Sample : M5182-05

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.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|
4-Heptafluorobu... 9.001 3.2 ng 28806 1 7.907 179240 20.0
unknown9.219 9.219 2.0 ng 18016 1 7.907 179240 20.0
unknown9. 248 9.248 2.9 ng 25829 1 7.907 179240 20.0
trans-Decalin, 9.625 2.0 ng 25337 2 10.719 253298 20.0
5-Eicosyne 9.884 2.9 ng 37132 2 10.719 253298 20.0
unknown10.301 le.301 2.1 ng 27118 2 10.719 253298 20.0
Oxalic acid, 6-... 10.431 2.3 ng 28603 2 10.719 253298 20.0
Undecane, 3,5-d... 10.866 2.2 ng 28125 2 10.719 253298 20.0
Cyclohexane, 2-... 11.195 2.6 ng 33500 2 10.719 253298 20.0
Octane, 2,3,7-t... 11.737 5.3 ng 66685 2 10.719 253298 20.0
6-Tridecene, 7-... 11.990 2.3 ng 28800 2 10.719 253298 20.0
Dodecane, 2,6,1... 13.084 5.4 ng 93656 3 14.554 344855 20.0
unknown13.354 13.354 2.2 ng 37697 3 14.554 344855 20.0
Tetratetracontane 14.031 3.3 ng 56181 3 14.554 344855 20.0
n-Hexadecanoic ... 18.195 5.9 ng 113414 4 17.301 384773 20.0
Benzene, 1,1'-(... 19.360 2.1 ng 39755 4 17.301 384773 20.0
Octadecanoic acid 19.471 2.0 ng 40404 5 21.483 398304 20.0
unknown20.424 20.424 2.5 ng 49645 5 21.483 398304 20.0
1-Nonadecene 21.189 9.4 ng 188236 5 21.483 398304 20.0
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