LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS Vvial : 17 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@33564.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.472 374 380 396 rVB 328448 492752 24.38% 3.682%
2 7.078 647 653 667 rBv 191327 326892 16.17% 2.443%
3 7.907 788 794 801 rBV 105446 172389 8.53% 1.288%
4 9.084 986 994 1009 rBV 467186 820235 40.58% 6.129%
5 10.060 1151 1160 1166 rBV 31765 58056 2.87% 0.434%

6 10.719 1265 1272 1280 rBV 134027 234849 11.62%
7 13.177 1683 1690 1701 rBV 1152035 1726964 85.44% 12.
8 14.554 1918 1924 1937 rVB 202862 307082 15.19%

9 16.048 2171 2178 2193 rBV 934181 1328709 65.73%
10 17.054 2343 2349 2354 rBV2 16992 25541 1.26%
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11 17.301 2386 2391 2399 rBV 246318 360681 17.84%
12 17.795 2469 2475 2479 rBV 113561 141269 6.99%
13 17.971 2500 2505 2510 rBV 257704 308998 15.29%
14 18.489 2587 2593 2598 rBV 268867 341039 16.87%
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15 19.112 2694 2699 2702 rBV2 1641792 2021332 100.00% 15.103%
16 19.148 2702 2705 2709 rVB2 847072 991668 49.06% 7.410%
17 19.277 2723 2727 2732 rBV 75865 88658 4.39% 0.662%
18 19.354 2737 2740 2746 rVB6 20719 30411 1.50% ©.227%
19 19.489 2756 2763 2767 rBV3 21927 38731 1.92% 0.289%
20 19.695 2794 2798 2803 rBV 199927 223980 11.08% 1.674%
21 19.924 2832 2837 2842 rBV 1658886 2010835 99.48% 15.025%
22 20.230 2885 2889 2892 rBV 85108 93257 4.61% 0.697%
23 20.724 2970 2973 2976 rVB2 31023 34451 1.70% 0.257%
24 21.183 3048 3051 3056 rBV3 46947 61841 3.06% 0.462%
2.

25 21.483 3097 3102 3107 rBV 293002 400168 19.80%

26 22.583 3285 3289 3299 rVB 268526 376162 18.61%
27 23.877 3503 3509 3516 rVB 186254 366453 18.13% 2.738%
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=
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Sum of corrected areas: 13383403
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Dec 2021 21:14
: CG/IU
: M5182-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
BM@33564.D

EQUIPMENT-BLANK

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BM033564.D\data.ms

9.084
5.472

7.078
7907 10.719

10.060 /\

Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

350 400 450 500 550 6.00 6.50 7.00 750 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
TIC: BM033564.D\data.ms

19.112 19.924

13.177

16.048 19148

\‘ 14,554 17.301  17.971 18489 19.695

17.79 i 20.230
17.054 |

0

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BM033564.D\data.ms

21.483 22.583

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\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 Octanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.060 4.94 ng 58056 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 86
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 59
4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 59
5 D-Fucose 164 C6H1205 003615-37-0 53

Abundance Scan 1160 (10.060 min): BM033564.D\data.ms (-1151) (- m/z 60.10 100.00%

60.1
5000
39
1011

L
Ok HH‘JAMMNM“_“M_“‘_“‘_“w“‘w‘u“ n/z 41.10  59.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24058: Octanoic acid AV
6Q.0
Jai) L L /\
50001 27.0 10.00

73.85 56.95%

‘ 85.0
115.0
\‘\w”\\“\‘\\”‘\\\\‘MH‘\\\“\\\\‘\\\%‘4\4\(\)\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9147: Hexanoic acid
60.0

o

10.00
27.0
87.0
o LT s
‘ R A R e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25222: Propanedioic acid, propyl- !
60.0 10 00

m/z 43.05 42.56%

5000
29.0
ol by | 870 Trasy ek

m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.795 7.83 ng 141269  Phenanthrene-di10 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 2475 (17.795 min): BM033564.D\data.ms (-2469) (- m/z 57.10 100.00%
57.1

99.2 1750 1800
17.50 18.00
Obrrprrrbod bl 075 1832 2211 281D, 4319 g5.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
5000 e =
17.50 18.00
m/z 71.15 56.69%
27 99.0
0 ‘\ H\ Il H‘ I \1410 183.0 268.0
\H‘H\\‘\H\’\H\’\\H‘HH‘H\\‘H\\‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123961: Heptadecane
57.0
e =
17.50 18.00
5000 ITI/Z 41.10 48.52%
27,0
L0 |0 a0 1m0 2o
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane R T
57.0 17.50 18.00
m/z 85.20 40.76%
5000
27l0 99.0
Ol o b b 2410, 18302120 et Sy
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\

Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 : 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 Hexadecanoic acid, methyl e... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.971 17.13 ng 308998  Phenanthrene-d10 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
3 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802

005129-65-7 87

Abundance Scan 2505 (17.971 min): BM033564.D\data.ms (-2500) (- m/z 74.10 100.00%

74.1
5000 43.1
143.1 T
227.3
“ 151 | 17121002777 o70: 18.00
Ol bbb iy L e m/z 87.10 74.87%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
43.0 18.00
143.0 m/z 43.18  48.11%
0 ‘u \“ ‘\‘ i \\115 O\ 17t 0\199 022\70 279(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
e
18.00
5000 43.0 m/z 41.05 40.94%
143.0
185.0
I 8 . o B
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #60731: Methyl 8-methyl-nonanoate =5
74.0 18.00
m/z 55.05 39.40%
5000
43.0 143.0
olS0 LI L Ao | 1860 L
m/z--> 20 40 60 80 100120140160180200220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc EQUIPMENT-BLANK

ALS vial : 17 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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.489 18.91 ng 341039  Phenanthrene-d10 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane 310 C22H46 000629-97-0 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
Abundance Scan 2593 (18.489 min): BM033564.D\data.ms (-2587) (- m/z 57.10 100.00%
57.1
5000
==
9.2 18.50
141 2
ol A i 141218322288 2811 o, 4310 84.75%
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 I
18.50
m/z 71.15 59.64%
O \‘\‘ ‘ \‘“‘ \“‘\H“ \“ \]‘_\4\1‘0\]\-8\3\0‘ T T T ‘2\6§\0\ ‘ T 1T ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
==
18.50
5000 m/z 41.10 42.50%
oL L || F | 141.0183.0 225.0 267.0 323.0 380.!
L T e e e
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane -
57.0 18.50
m/z 85.15 39.67%
5000
oL ‘L‘ i M | 141-0183.0225.0 267.0300.0 367.0
el i —
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 5 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.112 112.08 ng 2021330 Phenanthrene-di10 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 2699 (19.112 min): BM033564.D\data.ms (-2694) (- m/z 67.05 100.00%
67.0
5000
96.1
— —
150.1 19.00 19.50
178.2 263.3294.%
08 2203 OPC 295 4/z s5.10  84.08%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 — —
19.00 19.50
m/z 41.10 81.30%
O H“\‘H‘M‘ \‘
m/z--> 40 60 80 100120140160180200220240260280
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
= e
19.00 19.50
5000 m/z 81.05 78.92%
220.0 262.0
Y
m/z--> 40 60 80 100120140160180200220240260280
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)- —— —
67.0 19.00 19.50
m/z 43.10 53.35%
5000
96.0
35.0
LR - | G
m/z--> 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.148 54.99 ng 991668  Phenanthrene-d1e 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 94
2 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 91

Abundance Scan 2705 (19.148 min): BM033564.D\data.ms (-2702) (- m/z 55.10 100.00%
5[:

N

5000
]
‘ 37 1 180.2 2223 264.3 19.00 19.50
ok H ‘ h \hHuh H‘“h Lyl M\m w e - ;\L o ‘H“ e ‘3‘4‘1-’ m/z 41.10 67.93%
miz--> 100 150 200 250 300
Abundance #194449. 9-Octadecenoic acid, methyl ester, (E)-
55.0
5000 — —_—
7.0 19.00 19.50
2220 264.0 m/z 69.18  58.10%
37.0 180.0 '
o! i AT L - }‘L . “‘ ‘2‘95‘39‘ .
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
=ty ==
19.00 19.50
5000 m/Z 74.10 52.02%
264.0
10.0
Iz, = |
0“‘\““1“ “\H‘HM‘H\ M\\ 1“ L \‘\\‘\\\\“\\\\
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester — =
55.0 19.00 19.50

m/z 83.10 41.88%

5000

-

m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 Methyl stearate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.277 4.92 ng 88658  Phenanthrene-d1e 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
5 2-Methylpentadecanoic acid 256 C16H3202 025354-92-1 76

Abundance Scan 2727 (19.277 min): BM033564.D\data.ms (-2723) - m/z 74.10 100.00%

74.1
43.1
5000
143.1
M H‘ 111 ‘ 199.2  255.3 208: 19 oo 19 50
ob— M O AP W St m/z 87.05 77.13%
miz--> 100 150 200 250 300
Abundance #197271: Methyl stearate
74.0
5000 T ‘ T T A T ‘ T
43.0 19.00 19.50
143.0 43.10 57.78%
‘ ‘ 1990 2550 298
O T T ‘\ ‘\‘ ‘ \ ‘H‘\H \‘\O‘\ T ‘ ‘\ T \‘\ “ \‘ T T \ ‘\ ‘\ T T “‘
miz-> 100 150 200 250 300
Abundance #143572: Pentadecanoic acid, methyl ester
74.0
19 00 19 50
43.0
143.0
213 O 256.0
oLl ol aapoon 220
miz-> 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester
74.0 19 00 19 50
m/z 41.10 35.10%
5000
43.0
143.0
2410 284.0
oo T e oo 20 Ly
m/z--> 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.695 11.19 ng 223980  Chrysene-di2 21.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 2798 (19.695 min): BM033564.D\data.ms (-2794) - m/z 57.10 100.00%
57.1

- JJM
= -
99.2 19.50 20.00
141.1
- b | 2R 1972 2671 Gz a3.05  80.43%
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 T T
19.50 20.00
m/z 71.10 57.34%
99.0
0 1Ll \‘H\ L H‘ I :\1'4\1(‘) 183.0 268.0
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
= s
19.50 20.00
5000 m/Z 41.10 42.95%
oL 1% 410 1830 2250 2em0 s
e A B B A e AN B
m/z--> 50 100 150 200 250 300
Abundance #123961: Heptadecane T —
57.0 19.50 20.00
m/z 85.15 40.58%
5000
99
0 “ 1 H\ [ :‘|.4‘10 183.0 240.0
gl

‘ =
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.230 4.66 ng 93257  Chrysene-di12 21.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

Abundance Scan 2889 (20.230 min): BM033564.D\data.ms (-2885) (- m/z 57.15 100.00%
57.1

w0 JMM\/
99.1 ol on'en
20.00 20.50
ol d i ““ Lifz 2081 2L 3560, 43.10  84.22%
m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane
57.0
5000 — ——
20.00 20.50
m/z 71.10 62.46%
99.0
ol b} [y 3410 1830 2250 2820
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl-
57.0
— —
20.00 20.50
5000 m/z 85.15 41.54%
P90 182.0
ol A b d L L1 1901920 250 28105320
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane T ——
57.0 20.00 20.50
m/z 41.10 37.94%
h WMJL\/\/M
99.0
oLl | :!‘4;'0 183.0 268.0
el e S e e —— —
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 1-Nonadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.183 3.09 ng 61841  Chrysene-di12 21.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 83
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 81
3 Cyclooctacosane 392 C28H56 000297-24-5 81
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 76
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 74

Abundance Scan 3051 (21.183 min): BM033564.D\data.ms (-3048) (- m/z 57.10 100.00%

57.1
5000
207.1
— —
‘ lﬂ 281.1 355.1 429.2 21.00 21.50
R R RN, m/z 43.10  89.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #155960: 1-Nonadecene
41.0
5000 T ——
1.0 21.00 21.50
m/z 55.10 68.07%
UL 266.0
O\H‘H\WI‘\‘H“HH‘HH‘\‘H\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— —
21.00 21.50
5000 ITI/Z 41.10 55.97%
>0 252.0
oLy T 360.0 648,
reH A S et e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #297106: Cyclooctacosane — —T—
57.0 21.00 21.50
m/z 69.10 54.54%
- W
5.0
392.0
o Jhmh.l%aﬁfozezt-o o]
A A e et e e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS vial : 17 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 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.583 18.80 ng 376162  Chrysene-d12 21.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 94
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 Hydrazine, 1,1-dimethyl-2-(1-met... 116 C6H16N2 054007-24-8 49
4 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 38
5 2-Propanone, 1-cyclohexyl- 140 CS9H160 000103-78-6 38

Abundance Scan 3289 (22.583 min): BM033564.D\data.ms (-3285) - m/z 59.10 100.00%
59.1

_—

5000
‘ 22.50 |
14.1 .
208.1
o AMUREL,, 2081 20013651 4302489 Ly 7210 6211
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #245083: 13-Docosenamide, (Z)-
59.0
5000 et :
22.50
m/z 55.10 54.23%
{ ‘ ‘ 126.0 337.0
O \“\ l\“‘ ‘\“ l\‘u\“h“ ‘\IU‘\M\M' "“"\:I‘_\S\Ll\-‘ow T ‘2\7\6\\0‘ \4 \‘l\ [TT T T T T T TTTT]
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
T \
22.50
5000 m/z 41.10 38.56%
‘ 126.0 281.0
o ‘M JU&”H‘{ Wiy 2200 08
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance  #9413: Hydrazine, 1,1-dimethyl-2-(1-methylpropyl)- — ‘
59.0 22.50

m/z 43.10 36.12%

5000
116.0

-

m/z--> 0 50 100 150 200 250 300 350 400 450 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33564.D

Acqg On : 21 Dec 2021 21:14

Operator : CG/JU

Sample : M5182-03 :
Misc : EQUIPMENT-BLANK

ALS Vvial : 17 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|
Octanoic acid 10.060 4.9 ng 58056 2 10.719 234849 20.0
Nonadecane 17.795 7.8 ng 141269 4 17.301 360681 20.0
Hexadecanoic ac... 17.971 17.1 ng 308998 4 17.301 360681 20.0
Heptacosane 18.489 18.9 ng 341039 4 17.301 360681 20.0
9,12-Octadecadi... 19.112 112.1 ng 2021330 4 17.301 360681 20.0
9-Octadecenoic ... 19.148 55.0 ng 991668 4 17.301 360681 20.0
Methyl stearate 19.277 4.9 ng 88658 4 17.301 360681 20.0
Tetracosane 19.695 11.2 ng 223980 5 21.483 400168 20.0
Eicosane 20.230 4.7 ng 93257 5 21.483 400168 20.0
1-Nonadecene 21.183 3.1 ng 61841 5 21.483 400168 20.0
13-Docosenamide... 22.583 18.8 ng 376162 5 21.483 400168 20.0
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