LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50548.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.797 385 393 402 rVB 541804 884041 27.28% 4.558%
2 7.401 658 666 676 rVB 358169 646610 19.95% 3.334%
3 8.258 804 812 819 rBV 146882 261507 8.07%  1.348%
4 9.428 1003 1011 1020 rBV 503870 956356 29.51% 4.931%
5 10.156 1126 1135 1140 rBV4 21966 43042 1.33% 0.222%

6 10.826 1243 1249 1264 rBV 236259 422739 13.04% 2.179%
7 11.085 1286 1293 1302 rBV 205807 379348 11.71% 1.956%
8 13.505 1694 1705 1715 rVB 1208276 1942605 59.94% 10.015%
9 13.752 1740 1747 1754 rVB 132228 215779 6.66%  1.112%
10 14.880 1932 1939 1946 rVB 323175 528037 16.29% 2.722%

11 15.803 2092 2096 2103 rVB3 29143 48013 1.48%
12 16.361 2184 2191 2201 rVB 1067643 1630371 50.31%
13 16.637 2226 2238 2246 rBV6 47180 217142 6.70%
14 17.624 2399 2406 2413 rVB 435935 696596 21.49%
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15 18.259 2509 2514 2522 rVB 83467 113199 3.49% 584%
16 18.476 2547 2551 2559 rVB 226930 311151 9.60% 1.604%
17 19.216 2666 2677 2690 rVB 289571 966309 29.82%  4.982%
18 19.387 2702 2706 2707 rVV2 34248 38598 1.19% ©.199%
19 19.416 2707 2711 2719 rVB 252709 313275 9.67% 1.615%
20 19.545 2729 2733 2736 rBV 73118 89534  2.76% 0.462%
21 19.598 2738 2742 2752 rVB3 33389 83459 2.58% 0.430%

22 19.739 2762 2766 2775 rBV 80530 117397 3.62% 0.605%
23 20.209 2840 2846 2852 rVB 2430204 3240829 100.00% 16.708%
24 20.462 2881 2889 2903 rVB2 432293 1083343 33.43% 5.585%
25 20.832 2948 2952 2957 rBV 64763 89731 2.77%  ©.463%

26 21.514 3058 3068 3079 rBV2 397292 1072121 33.08%
27 21.919 3131 3137 3146 rVB 418030 731663 22.58%
28 22.019 3151 3154 3158 rBVe 22843 36750  1.13%
29 22.718 3264 3273 3285 rVB3 242882 829374 25.59%
30 24.187 3515 3523 3537 rVB2 163431 631913 19.50%
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31 25.338 3710 3719 3730 rVB3 251148 775684 23.93%

w
Xe]
O
]
R

Sum of corrected areas: 19396516
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG050548.D\data.ms

2000000
1500000

1000000

5.797

500000 2 401 9.428

10.

8.258 826085
10.156

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG050548.D\data.ms

20.209

2000000

1500000

13.505
16.361

1000000

17.624 20.462 21.5121.919

500000

13.752

o

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG050548.D\data.ms

2000000
1500000
1000000

500000 25.338

24.187

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 1 unknownl@.156 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.156 2.27 ng 43042 Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(2-Cyanovinyl)aziridine-2-carb... 119 C6H5N3 1010191-13-8 25
2 4,7-Methanoisobenzofuran-1,3-dio... 192 C11H1203 003769-09-3 14
3 Glutaric acid, ethyl 3-methylbut... 228 C12H2004 1000360-08-4 10
4 4(1H)-Pyrimidinone, 6-amino-2,3-... 143 C4H5N30S 001004-40-6 10
5 Cyclohexanone, 2,6-dimethyl- 126 C8H140 002816-57-1 10
Abundance Scan 1135 (10.156 min): BG050548.D\data.ms (-1126) (- m/z 143.00 100.00%
143.0
69.0
5000
H m ‘ ‘ 207.1 10.00 10.50
0 A m/z 69.00 75.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10351: 1-(2-Cyanovinyl)aziridine-2-carbonitrile

66.0
5000 iy 4 il
91.0 119.0 10.00 10.50
280 m/z 66.00 54.26%
O T ‘ \“\ T \“ “‘\ T w\ ‘ 1‘ ‘\ TT “ TT !‘ T ‘ TTT \‘i TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66453: 4,7-Methanoisobenzofuran-1,3-dione, 3a,4,7,7a-

66.0
NN i B
39.0 10.00 10.50
5000 ITI/Z 84.95 47.76%
126.0
bl 920 I gm0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 W,f\/\w
Abundance #108792: Glutaric acid, ethyl 3-methylbut-2-enyl ester \ ‘ NW‘ o M
69.0 10.00 10.50
m/z 67.95 41.93%
115.0 143.0
5000 41.0
IR T O W L PR ' VA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.826 22.29ng 422739 Naphthaleme-d8 11.085
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 caHisos 000112-34-5 90

2 Ethanol, 1-(2-buto
3 Di-sec-Butyl ether
4 Ethylene glycol mo
5 Ethanol, 2-[2-(2-p

xyethoxy) - 162 C8H1803

130 C8H180
noisobutyl ether 118 C6H1402
ropenyloxy)eth... 146 C7H1403

054446-78-5 90
006863-58-7 50
004439-24-1 50
015075-50-0 47

Abundance Scan 1249 (10.826 min): BG050548.D\data.ms (-1243) (- m/z 44.95 100.00%
45

.0
5000
750 ‘ T T ‘ T
10.50 11.00
101.0
0Fr Jp‘!u M Jl“u‘ il B m/z 56.95 95.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — ——
29.0 10.50 11.00
75.0 m/z 41.00 38.42%
‘ 1000 1320
0 \\‘\”‘ \H‘\ \““1‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w'\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
== i
10.50 11.00
5000 m/z 75.00 19.23%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ 1630
m/z--> 20 40 60 80 100 120 140 160
Abundance #15680: Di-sec-Butyl ether — T
45.0 10.50 11.00
m/z 56.00 14.68%
5000 101.0
27,0 83.0
Y | IR AR - N U PPNV A VO, W
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.752 8.17 ng 215779  Acenaphthene-die 14.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Metacetamol 151 C8HINO2 000621-42-1 47
4 Acetaminophen 151 C8H9NO2 000103-90-2 47
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 47
Abundance Scan 1747 (13.752 min): BG050548.D\data.ms (-1740) (-  m/z 43.00 100.00%
3.0
109.0
5000
151.0
== =
‘ | 85‘-0 13.50 14.00
O el b ol b 280 2069 /7 109,00 62.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0
5000 i /\\ i T
13.50 14.00
690 m/z 151.00  34.39%
Otrr T o \"‘ {7 \“\““ \“‘\“\ \HN T ‘\H\ T \‘LHP\ “\ i \“ T ! T ‘:\L\?ﬁ‘ow T ‘2\]\-:!.\9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
R
13.50 14.00
5000 151.0 m/z 41.00 21.63%
I L N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28726: Metacetamol 7 ——
109.0 13.50 14.00
m/z 84.95 14.09%
5000 151.0
43.0 80.0
0 ;ﬁpu“ﬂuﬂ‘ww‘wk‘H,‘NH"H“Hl“u“_“W“u‘ P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 4 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.637 6.23 ng 217142  Phenanthrene-die 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 86

Abundance Scan 2238 (16.637 min): BG050548.D\data.ms (-2226) (- m/z 57.00 100.00%
57.0

5000 MNrwwﬂpw///%f“\wabww
1650  17.00
oLy wh‘ u“n”‘ i %‘5‘5“1‘197‘9‘2‘39 ‘2‘ . m/z 71.00  73.13%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 S e
16.50 17.00
m/z 43.10 56.63%
o 391015302250 se50 3620
\\\‘ \\‘\\\!‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
16.50 17.00
5000 ITI/Z 85.10 52.41%
9.0
oL h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 16.50 17.00
m/z 55.00 32.16%
5000 wwwmwwmwﬁﬁﬂhxmmwwww
oLl \\ | 14101830 zsfozsl 0323.0
A o e e SRR R R RREE —— —
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 Tridecanoic acid, methyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.259 3.25 ng 113199  Phenanthrene-die 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 86
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80

Abundance Scan 2514 (18.259 min): BG050548.D\data.ms (-2509) (-  m/z 74.00 100.00%
74.0
5000
43.0
S— o
143.0
M‘ H\ rlllO ‘ 185.1 22‘71 270.1 18.00 18.50 )
ob e plll Lo = b b L 555 m/z 86.95 0 63.69%
miz--> 50 100 150 200 250
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 43.0 U U
18.00 18.50
m/z 43.00 36.70%
143.0
185.0
O \“ T \“M\““ T ‘\ T \‘\“‘ \2\2§c\)‘ T
m/z--> 100 150 200 250
Abundance #161209:Hexadecanok:add,nnﬁhylemer
74.0
—— —
18.00 18.50
5000 m/z 55.00 27.83%
43.0
143.0 270.0
01 A M\ ‘\‘ Al $11.0, | 185.0 22\7'0\ |
s e
miz--> 50 100 150 200 250
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester — ——
74.0 18.00 18.50
m/z 41.05 25.86%
. ‘ M‘ H ‘H 0139 1850 2270 2700
— “ “ — “ — F e
m/z--> 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 6 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.476 8.93 ng 311151  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2551 (18.476 min): BG050548.D\data.ms (-2547) (- m/z 73.00 100.00%

43.0 73.0
5000
128.9
213.1 T
‘ H H‘l 157.0185.1 256.1 18.50
O brrer L b L4l H\‘m‘l_mwum‘_“w“”wwwml_ m/z 43.05 89.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LN
18.50
157.0 18502130 256.0 m/z 60.00 78.81%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
——
43.0 18.50
5000 129.0 m/Z 41.00 64.74%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid T
73.0 18.50
m/z 55.00 63.71%
43.0
5000 129.0
185.0
228.0
AL | ps7o |
o_m_Muuu_wwuw“u:_umm“wwww‘_m_m_ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 7 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.216 27.74 ng 966309  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2677 (19.216 min): BG050548.D\data.ms (-2666) (-  m/z 57.00 100.00%
57.0
= —
‘ 9.0 w11 19.00 19.50
ol A w“wm‘ L1 183.1225.2267.13004 m/z 71.10  72.84%
mlz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —— .
19.00 19.50
m/z 43.00 68.39%
O \“\ ‘\“‘ \H“‘ \“‘\ h“ \H‘ \1(\ “ “‘\%8\‘3\()‘2!2\5\\0‘ \2\8\2\()‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
19.00 19.50
5000 m/z 85.05 48.11%
9.0
oLl 11| ;141.0183.0225.0 281.0 337.0 394.
B o o T R L S
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T =
57.0 19.00 19.50
m/z 41.00  25.30%
5000
9.0
O \‘ \‘\ A \“\ h\ h‘ H‘ 141 01783 0225 0267 O 338 O
e e e — —
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_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 8 10-Octadecenoic acid, methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.416 8.99 ng 313275  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 90

Abundance Scan 2711 (19.416 min): BG050548.D\data.ms (-2707) (- m/z 55.00 100.00%
0

5000

3

180.1 222.2 264.1 19.50

0! m/z 41.00 67.75%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 T
8[7.0 19.50
264.0 m/z 69.00 61.91%
23.0 .
P A
0 L \‘\ . “\MMH\‘M g o S SR Mt
miz-> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
P
19.50
5000 m/z 74.00  55.88%
264.0
. “‘ “ 180.0 222.0 296.0
T T T = ‘
miz-> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester s
. 19.50
m/z 43.00 50.26%
5000

264.0

25.0 180.0 222.0

~

296.0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 9 Methyl stearate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.545 2.57 ng 89534  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 91
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80

Abundance Scan 2733 (19.545 min): BG050548.D\data.ms (-2729) (- m/z 74.00 100.00%

74.0
5000 43.0
7 \
‘ ‘ ‘ 1 014T'0 199.1 255.2 19.50
ob— w, N“w‘”ﬁ ek L L 298 8695 76.79%
miz--> 100 15 200 250 300
Abundance #197272: Methyl stearate
74.0
5000 43.0 1 \
19.50
143.0 m/z 43.00 39.57%
iy 1010 1990 2550 29
O \‘\ h\ ‘\ ’ ‘\ H‘ ‘H L T T \ T ‘ T T T T “ T T T T “\ ‘\ T T “
miz--> 100 150 200 250 300
Abundance #126209: Methyl tetradecanoate
74.0
T \
19.50
5000 m/z 55.00 31.40%
43.0
143.0
199.0 242.0
oLkl o T 88 20
miz-> 100 150 200 250 300
Abundance #161236.Pemadecanmcacm,144nemyh,meﬂwleﬁer —— ‘
74.0 19.50
m/z 41.05 23.74%
| ‘ M \‘ ;11014‘?0 185.0 227.0 270.0
o ‘M‘,“JJM‘ ittt S F —
mlz--> 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 10 Di-2-nonyl phthalate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

19.598 2.40 ng 83459  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-2-nonyl phthalate 418 C26H4204 059431-96-8 53
2 Dicyclohexyl phthalate 330 C20H2604 000084-61-7 50
3 Phthalic acid, monocyclohexyl ester 248 C14H1604 007517-36-4 50
4 Phthalic acid, monodecyl ester 306 C18H2604 024539-60-4 50
5 Didecan-2-yl phthalate 446 C28H4604 028029-89-2 42

Abundance Scan 2742 (19.598 min): BG050548.D\data.ms (-2738) (-  m/z 149.00 100.00%

149.0
5000 43.0
1.0 T T
Y [gs1 2411 3071 19.50 20.00
0! Al WPWEZ ) | b m/z 43.05  41.60%
miz--> 50 100 150 200 250 300
Abundance #312481: Di-2-nonyl phthalate
149.0
5000 R— :
19.50 20.00
m/z 167.00 39.41%
43.0
‘ | 85.0 293.0
O+ ‘\“‘H\ w‘\mw“h\ e e [N \‘| | —
miz--> 50 100 150 200 250 300
Abundance #236934: Dicyclohexyl phthalate
149.0 waﬂwwwv\)«k
R F
19.50 20.00
5000 ITI/Z 41.05 31.44%
58.0 249.0
104.0
089, u‘u“w‘ PRI N A ‘i SN < )
miz--> 50 100 150 200 250 300
Abundance #133044: Phthalic acid, monocyclohexyl ester e —
149.0 19.50 20.00
m/z 55.00 30.06%
65.0 105.0
R ¥ S S A — R -
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_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 11 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.739 3.37 ng 117397  Phenanthrene-die 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Lactose 342 C12H22011 000063-42-3 50

Abundance Scan 2766 (19.739 min): BG050548.D\data.ms (-2762) (-  m/z 73.00 100.00%
3.0

-

5000
— —
19.50 20.00
0! m/z 43.00 84.57%
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 T U
19.50 20.00
m/z 60.00 82.04%
29.0 185.0 549 284.0
0 H}m‘\“‘l \“‘\ \‘ \“\ “ Ty \“‘ T \L\ R
m/z--> 50 100 150 200 250 300
Abundance #143507: n-Hexadecanoic acid
43.0
— —
19.50 20.00
5000 m/Z 57 .00 78.08%
33.0 129.0 256.0
| ‘ 1710 2130
oL— u““‘ i by “‘ I e e
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid

—T —T
73.0 19.50 20.00

m/z 55.00 77.64%

5000 129.0

199.0 2420
w‘h‘h 9 “}6‘3‘40;\“ |

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_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 12 Hexatriacontane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.462 29.61 ng 1083340 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
3 Pentadecane 212 C15H32 000629-62-9 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 83

Abundance Scan 2889 (20.462 min): BG050548.D\data.ms (-2881) (- m/z 57.00 100.00%
57.0

%

5000
13.1 20.50
169.1
o ‘ AH“ L2091 2392 3233 w/z 43.00 73.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane
57.0
5000 T
20.50
m/z 71.05 70.10%
} 1413-0169.0
O T \J‘\ ‘\ [ \‘1‘ 1‘ T 1[ ﬂ !\1 1‘ ‘l\ T 1‘\ ?!%? 10‘ \2\8!]_\ (‘)13\??7\ ‘()\ \3\9\:3‘ \0\4\.4\"9\(\)\5\()‘6\ \(
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
T
20.50
5000 ITI/Z 85.05 48.66%

AL

£

0 ““‘,,,“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0 20.50
m/z 55.00 25.85%
B \/\/L
” 113.0 212.0
I B o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 13 4,8,12,16-Tetramethylheptad... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.832 2.45 ng 89731 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,8,12,16-Tetramethylheptadecan-... 324 C21H4002 096168-15-9 74
2 N-(4-Methoxyphenyl)-2-(1-piperaz... 249 C13H19N302 186612-15-7 58
3 2H-Pyran-2-one, tetrahydro-6-octyl- 212 C13H2402 007370-92-5 58
4 Hexanoic acid, 3-tridecyl ester 298 C19H3802 1000279-29-2 53
5 Hexanoic acid, 6-tridecyl ester 298 C19H3802 1000279-29-5 53

Abundance Scan 2952 (20.832 min): BG050548.D\data.ms (-2948) (-  m/z 99.00 100.00%

99.0
5000, 430
20‘5(5 él‘Od
176.1 . .
ol “ ' w‘”” 70 o W 2AEY 283 ) 43,00 48.69%
miz--> 100 150 200 250 300
Abundance #229564. 4,8,12,16-Tetramethylheptadecan-4-olide
99.0
5000{ 430 i -
20.50 21.00
m/z 55.00 29.89%
ob—— ‘ um M‘H h‘ H‘\‘w‘\\‘h‘ ;5‘1 ‘0‘ ‘1?6‘9‘ . ‘25‘4‘0‘ — “32‘4"‘
miz--> 100 150 200 250 300
Abundance #134209 N-(4-Methoxyphenyl)-2-(1-piperazinyl)acetamid
99.0
— —r
20.50 21.00
5000 m/z 57.60  26.96%
56.0
ol80 iy 30, 2070 2490
‘ ——
Miz--> 50 100 150 200 250 300
Abundance #89828: 2H-Pyran-2-one, tetrahydro-6-octyl- = ==
99.0 20.50 21.00
m/z 69.00 21.98%
5000
55.0
oiso | 1)) wooseso S b
m/z--> 50 100 150 200 250 300 20.50 21.00

8270-BG100621.M Wed Oct 13 14:46:54 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 14 Carbonic acid, eicosyl viny... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.514 29.31 ng 1072120 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 91
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 91

Abundance Scan 3068 (21.514 min): BG050548.D\data.ms (-3058) (-  m/z 57.00 100.00%
57.0

5000 JL
2150 |
- “h‘ H | 1951 2252 2811 3653 .. 4300 72.09%
mlz--> 50 100 150 200 250 300 350 400
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 B ‘
21.50
m/z 71.00 71.31%
ﬁll .0
O \“‘\ \L“ ““ \‘H‘\ “‘ \“‘ \‘“\]\-5‘5\\0\ T ‘ T \2\5‘2\.0\\ T ‘3\2\5\.\0‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
e ‘
21.50
5000 ITI/Z 85.05 47.91%
1
AL AL P T A e T
miz--> 50 100 150 200 250 300 350 400
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester e ‘
43.0 21.50
m/z 55.00 37.39%
pllli o o0 -
m/z--> 5 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 15 Dodecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.718 22.67 ng 829374 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3273 (22.718 min): BG050548.D\data.ms (-3264) (- m/z 57.00 100.00%
57.0

‘ 22.50 23.00
41.0183.1 ' :
ol L4 h i ‘! J‘%H Aon2esl 2841 8861 nmyz 71.0  72.40%
mlz--> 50 100 150 200 250 300 350
Abundance #193303: Dodecane, 1-iodo-
57.0
5000 = T
22.50 23.00
m/z 43.05 68.67%
0
O\\\H‘“ h“‘“"\‘\‘\\‘\T;?T.\O\\\‘\\?9\6‘.\0\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
22.50 23.00
5000 ITI/Z 85.05 48.20%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7 ——
57.0 22.50 23.00
m/z 55.00 24.29%
41.0
dsal L] MO1830250 200 R
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 16 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.187 16.29 ng 631913 Perylene-di2 25.338
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3523 (24.187 min): BG050548.D\data.ms (-3515) (-  m/z 57.00 100.00%
57.0

%

5000
24.00 24.50
- “‘ Iy H‘ j4i018312052 2810 m/z 71.00 72.85%
mlz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — s

24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101221\
Data File : BGO50548.D

Acqg On : 12 Oct 2021 11:37

Operator : CG/JU

Sample : M4154-01

Misc . SW-CB-31

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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|
unknown10.156 10.156 2.3 ng 43042 2 11.085 379348 20.0
Ethanol, 2-(2-b... 10.826 22.3 ng 422739 2 11.085 379348 20.0
2,4,7,9-Tetrame... 13.752 8.2 ng 215779 3 14.880 528037 20.0
Pentacosane 16.637 6.2 ng 217142 4 17.624 696596 20.0
Tridecanoic aci... 18.259 3.3 ng 113199 4 17.624 696596 20.0
n-Hexadecanoic ... 18.476 8.9 ng 311151 4 17.624 696596 20.0
Octacosane 19.216 27.7 ng 966309 4 17.624 696596 20.0
10-Octadecenoic... 19.416 9.0 ng 313275 4 17.624 696596 20.0
Methyl stearate 19.545 2.6 ng 89534 4 17.624 696596 20.0
Di-2-nonyl phth... 19.598 2.4 ng 83459 4 17.624 696596 20.0
Octadecanoic acid 19.739 3.4 ng 117397 4 17.624 696596 20.0
Hexatriacontane 20.462 29.6 ng 1083340 5 21.919 731663 20.0
4,8,12,16-Tetra... 20.832 2.5 ng 89731 5 21.919 731663 20.0
Carbonic acid, ... 21.514 29.3 ng 1072120 5 21.919 731663 20.0
Dodecane, 1-iodo- 22.718 22.7 ng 829374 5 21.919 731663 20.0
Eicosane 24.187 16.3 ng 631913 6 25.338 775684 20.0
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