LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BGO50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc :

ALS vial : 6 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: BGO50798.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.780 381 390 400 rBV 525346 904357 32.46% 3.879%
2 7.384 654 663 672 rBvV 558223 998025 35.83% 4.281%
3 7.830 733 739 745 rBV3 26247 42500 1.53% 0.182%
4 8.236 802 808 815 rvB 138822 239587 8.60% 1.028%
5 9.411 999 1008 1021 rVB 331643 647133 23.23% 2.776%

6 10.809 1239 1246 1264 rBV 150801 300368 10.78%
7 11.062 1283 1289 1296 rVB 190576 344002 12.35%
8 13.483 1694 1701 1710 rBV 782222 1208669 43.39%
9 13.729 1737 1743 1749 rBV 59137 97874  3.51%
10 14.858 1929 1935 1942 rBV 290821 465613 16.71%
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11 15.239 1994 2000 2005 rBV7 20257 46724 1.68%
12 15.727 2069 2083 2092 rBV5 134621 618034 22.19%
13 15.798 2092 2095 2109 rVB5 49507 139868 5.02%
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14 16.344 2182 2188 2201 rVB 601243 947228 34.00% 063%
15 16.573 2223 2227 2231 rVB2 26529 35588 1.28% 153%
16 16.667 2238 2243 2247 rBV 49291 73566 2.64% 0.316%
17 16.720 2248 2252 2259 rVV3 43771 87776 3.15% ©.376%
18 16.779 2259 2262 2267 rVV2 55685 81131 2.91% ©.348%
19 16.832 2267 2271 2275 rVB2 37080 52757 1.89% 0.226%
20 17.049 2291 2308 2318 rBV2 534219 1898186 68.14%  8.142%
21 17.125 2318 2321 2326 rVB 44545 63729 2.29% ©.273%
22 17.607 2396 2403 2407 rBV 348498 562206 20.18% 2.411%
23 17.648 2407 2410 2416 rVB 80871 115255 4.14%  0.494%
24 17.736 2423 2425 2431 rVB 24457 30237 1.09% ©.130%
25 18.236 2507 2510 2514 rBV2 27416 37807 1.36% ©0.162%
26 18.465 2544 2549 2555 rBV3 112448 179210 6.43% 0.769%
27 18.677 2580 2585 2588 rBV3 29842 54276 1.95% ©.233%
28 18.964 2629 2634 2638 rBV2 55139 110145 3.95% ©.472%
29 19.329 2692 2696 2700 rBV2 28097 42506 1.53% 0.182%
30 19.393 2700 2707 2711 rVW2 74847 119502 4.29% 0.513%
31 19.529 2726 2730 2735 rVB3 44588 60534  2.17% 260%

32 19.646 2745 2750 2755 rBV 262420 392610 14.09%
33 19.722 2759 2763 2766 rVV2 120570 225655 8.10%
34 19.781 2766 2773 2781 rVB 380738 971868 34.89%
35 19.875 2782 2789 2797 rBV 514242 1289656 46.30%
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36 19.969 2797 2805 2809 rVV 1551940 2785702 100.00% 11.948%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BGO50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc :

ALS vial : 6 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
37 20.004 2809 2811 2818 rVB 222016 308590 11.08% 1.324%
38 20.087 2819 2825 2834 rVB 119910 226237 8.12% 0.970%
39 20.192 2837 2843 2848 rBV 1301455 1724606 61.91% 7.397%
40 20.457 2884 2888 2892 rBV5 67501 127049 4.56%  0.545%
41 20.645 2916 2920 2926 rVB2 186438 294475 10.57%  1.263%
42 20.809 2945 2948 2951 rBv2 53319 67237 2.41% 0.288%
43 21.373 3039 3044 3051 rVB 203368 348100 12.50%  1.493%
44 21.509 3063 3067 3073 rBv4 78926 141337 5.07% 0.606%
45 21.902 3125 3134 3139 rBV3 351294 800776 28.75%  3.435%
46 21.949 3139 3142 3147 rVB 87409 141727 5.09% 0.608%
47 22.178 3175 3181 3189 rVB2 179059 373583 13.41% 1.602%
48 23.095 3330 3337 3346 rVB 186507 412969 14.82% 1.771%
49 23.635 3426 3429 3437 rVB3 42809 81712 2.93% 0.350%
50 23.812 3454 3459 3469 rVB4 55054 122379 4.39% 0.525%
51 24.153 3510 3517 3523 rBV2 118871 307955 11.05% 1.321%
52 24.217 3525 3528 3534 rVB2 34289 85459 3.07% 0.367%
53 25.151 3680 3687 3700 rVB 69535 210205 7.55% 0.902%
54 25.310 3705 3714 3722 rVV3 197216 622834 22.36% 2.671%
55 25.398 3724 3729 3741 rVB3 119772 359942 12.92%  1.544%

56 25.851 3800 3806 3819 rVB4 96810 287282 10.31% 1.232%

Sum of corrected areas: 23314338
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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: BG050798.D\data.ms
1600000

1400000
1200000
1000000
800000
600000 5.780 7.384
400000 9.411

200000 8.236 10.8"019062

7.830
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\‘\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG050798.D\data.ms
1600000 19.p69

1400000 p0.192

1200000
1000000
800000 13-483

600000

400000 21373

20.645

200000

R e e e e = =SS

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: BG050798.D\data.ms
1600000

1400000
1200000
1000000

800000

600000

400000
3.095 25.310

200000 23;53;5122-4 1217 25, £5;29825.851

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.809 17.46 ng 300368 Naphthalene-d8 11.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1246 (10.809 min): BG050798.D\data.ms (-1239) (-  m/z 45.00 100.00%

45.0
5000
75.0
10. 50 11 00
100.1
0 m_mw‘lm w““‘J‘L‘}Mm_l?’l”l‘mwm m/z 57.10 91.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000
10. 50 11 00
ZYT 750 m/z 41.00  36.65%
100.0
O T \“ \H T \““\‘\ \MH\ \m‘\ ‘ \“1‘\ T “\ T T ‘ \].\312\0‘ T \]\-‘63\\()\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10. 50 11 OO
5000 m/z 75.00  18.94%
29.0 75.0
100.0
0 Lt T 320 seso
miz--> 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether P —
57.0 10.50 11.00
m/z 56.00 14.61%
5000
29.0 75.0
0 100.0118.0 e ‘WrAWAw‘
m/z--> O 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\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.729 4.20 ng 97874  Acenaphthene-d1e 14.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8H9NO2 000103-90-2 58
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
Abundance Scan 1743 (13.729 min): BG050798.D\data.ms (-1737) (- m/z 43.00 100.00%
43.0
109.0
5000 151.1
—— —
‘ 69‘0 | Jis0 13.50 14.00
Obrrrrreeeh wh“J“wuJJW:”WMHmw_m_m‘ m/z 109.00  68.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ol s ——
13.50 14.00
69.0 m/z 151.05 38.62%
O ?‘\5\-‘()\ ‘\‘\ \“‘ P\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ‘ \ WM\ “1 T \‘ \“ TT 1 T ‘ T 1‘\ T ‘]\-9\2\"0\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0 A
e
13.50 14.00
5000 151.0 ITI/Z 41.05 20.83%
43.0 80.0
EL I R N S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28725: Metacetamol T —
109.0 13.50 14.00
m/z 69.00 14.81%
5000 151.0
43.0
80.0
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\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 Pentadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.727 26.55 ng 618034  Acenaphthene-di10 14.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual

284 C18H3602
242 C15H3002

1 Octadecanoic acid

2 Pentadecanoic acid
3 Tridecanoic acid 214 C13H2602
4 8-Methylnonanoic acid 172 C10H2002
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203

Abundance Scan 2083 (15.727 min): BG050798.D\data.ms (-2069) (-

000057-11-4 98
001002-84-2 90
000638-53-9 81
005963-14-4 53
1000383-11-5 35

m/z 73.00 100.00%

43.1 73.0
5000
129.0
185.1 2412 —— ——
‘ 284.2 15.50 16.00
0 ““JH‘ Mw ‘MWNM“J‘M”¢‘H \‘u e m/z 43.10 89.06%
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — ——
15.50 16.00
284.C o
‘ 185.0 241.0 ‘ m/z 60.00  83.29%
oL ““ H‘ h!\‘ ‘\H““\‘H‘u‘ ‘M“ H w“‘ ‘ L, ‘L \“r “ - \‘ “\ ‘\‘ , ‘\‘
m/z--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid
43.0 73.0
— —
15.50 16.00
5000 m/z 57.00 71.50%
129.0 242.0
o e
ol L‘\‘H\H uu,‘\\“ﬂh\\ ol asao |
m/z--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid T —
73.0 15.50 16.00
43.0 o
m/z 55.00 68.47%
5000
129.0
H ‘ 171.0 214.0
oL “\‘ H“u‘u‘ h““um‘ wh‘h “‘w‘ - ‘m‘ “ ‘\‘ | I [ - —— ——
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 Indolizine, 6-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.798 6.01 ng 139868  Acenaphthene-di10 14.858
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indolizine, 6-methyl- 131 C9HSN 001761-11-1 84
2 Cycloprop[alindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 50
3 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C10H10 034324-40-8 50
4 1H-Indole, 5-methyl- 131 C9HOSN 000614-96-0 46
5 Indolizine, 7-methyl- 131 CSHOSN 001761-12-2 46

Abundance Scan 2095 (15.798 min): BG050798.D\data.ms (-2092) (-  m/z 130.00 100.00%

130.0
190.1
5000 91.0
55.0
241.2 15.50 16.00
O S “‘leh‘ qum M W“WO“““‘ m/z 115.00  88.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16062: Indolizine, 6-methyl-
131.0
5000
15 50 16 00
m/z 131.00 87.17%
51.0 77‘-0 103.0 /
O\\\\‘\\\\‘\\‘\\‘U\\\“\\\\“h\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #15061: Cycloprop[a]indene, 1,1a,6,6a-tetrahydro-
130.0
AR AR A T
15.50 16.00
0! il e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #15064: Tetracyclo[5.3.0.0<2,6>.0<3,10>]deca-4,8-diene
129.0 1550 1600

m/z 118.00  55.68%

5000
51.0
L \H?(ho‘ % | I AM
0 : — .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.465 6.38 ng 179210  Phenanthrene-di10 17.607
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Nonanoic acid 158 C9H1802 000112-05-0 60
5 Undecanoic acid 186 C11H2202 000112-37-8 46

Abundance Scan 2549 (18.465 min): BG050798.D\data.ms (-2544) (-  m/z 73.00 100.00%
73

3.0
43.1
5000
129.0 192.1 —
| 256.1 18.50
[ m— m/z 66.00  82.85%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 UL
129.0 18.50
213.0 m/z 43.10 79.68%
171.0
O,
m/z--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid
73.0
43.0
—
18.50
5000 m/z 41.00 61.17%
129.0
‘ ‘ 171.0 214.0
ok “\‘ H“u‘u‘ h‘“\‘u‘\h“ wh‘h “‘w‘ I ‘m‘ “ ‘\‘ ‘ B ——
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid T
73.0 18.50
43.0 m/z 57.00 58.22%
5000
129.0
185.0 228.0
oL ““ H\\‘u‘u“ “M‘\‘u‘\ “ ‘ I m‘\ “\‘ \‘ — ‘\‘ — —r
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 Hexadecanamide Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.965 3.92 ng 110145  Phenanthrene-di10 17.607
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 53
2 7-Nonenamide 155 C9H17NO 090949-53-4 50
3 Dodecanamide 199 C12H25NO 001120-16-7 43
4 Tetradecanamide 227 C14H29NO 000638-58-4 43
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 43
Abundance Scan 2634 (18.964 min): BG050798.D\data.ms (-2629) (- 59.00 100.00%
59.0
5000
200 L\
98,0 128.0 240.2 19.00
ok “\‘h M‘ \“\‘\HH‘H\W i ‘H“ . iuu]"“ ; ‘T‘m‘ hmh\ h — } “‘ ‘28“4‘ ITI/Z 72.00 56. 23/
miz--> 100 150 200 250
Abundance #142059: Hexadecanamide
59.0
5000 e
1900
m/z 204.10 36.42%
oL 2% iy 140 1700 2120 2850
T T \ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #32728: 7-Nonenamide
59.0 /\
AT
19.00
5000 m/z 43.00 28.18%
20. OH 98.0 155.0
HMMM‘M‘M L
oh R e -
m/z--> 100 150 200 250
Abundance #74752: Dodecanamide 7
59.0 19.00
m/z 41.00 20.69%
5000
29.0
0 H\ g4y 1140 1560 199.0
el L B A e e e A S A B e ——
m/z--> 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 7-Hexadecenoic acid, methyl... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.393 4.25 ng 119502  Phenanthrene-di10 17.607
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 87
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 87
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
4 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 83
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 81

Abundance Scan 2707 (19.393 min): BG050798.D\data.ms (-2700) (-  m/z 55.00 100.00%

55.0
5000
— —r
19.00 19.50
0Lb— m/z 41.00 64.80%
miz--> 50 100 150 200 250 300
Abundance  #158443: 7-Hexadecenoic acid, methyl ester, (2)-
553.0
5000 — e
87.0 19.00 19.50
m/z 74.00 59.46%
‘ 23.0 194 0
O — “M““ Il !H‘h Hh\m MH' ﬁ‘o“ . ‘ . ‘2‘36‘0‘2‘68‘9 —
miz--> 50 100 150 200 250 300
Abundance #194415: 11-Octadecenoic acid, methyl ester
55.0
g —r—
19.00 19.50
5000 m/z 69.60 53.87%
87.0
oL \H \H il \H\ 1230, 1800 2220 **1%aen
m/z--> 150 200 250 300
Abundance #194440: 9—Octadecen0|c acid (2)-, methyl ester P ——
55.0 19.00 19.50
m/z 43.00 46.99%
- 1] M
180.0 222.0 264.0
025‘0“‘ ‘ ‘M “\‘HWM‘M bl “‘ e M e ‘H‘ ‘2‘96‘(: — —
m/z--> 50 100 150 200 250 300 19.00 19.50

8270-BG100621.M Mon Nov 01 18:55:34 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.722 8.03 ng 225655  Phenanthrene-di10 17.607
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2763 (19.722 min): BG050798.D\data.ms (-2759) (-
43.0

5000
185.1 241.2 284.3
0 “‘HM
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid

3.0

73
5000 129.0
29‘1 ‘\ | 1850 241028\40
O\\‘\H‘ ‘H“H‘“‘Mm\“‘\\\\‘\\‘\\“\\\\‘\\\\‘\\\
0

m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid

: 256.0
5000
129.0
3.0 213.0
RGN
o] ‘J “ \‘“‘H‘whh“\ ‘1‘““\“” ‘\\“‘ “ “‘u\‘ Ll “‘ R B e e

m/z 43.00 100.00%

;

19.50 20.00
m/z 73.00 91.45%

-

19.50 20.00
m/z 60.00 86.42%

%

19.50 20.00
m/z 57.05 70.90%

%

miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0 19.50 20.00
m/z 41.00 70.48%
5000 284.0
3.0 129.0
‘ 185.0 2410
0l \‘\M ‘uh\“ M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ “““““““37‘2‘-' — —
m/z--> 50 100 150 200 250 300 350 19.50 20.00

8270-BG100621.M Mon Nov 01 18:55:35 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 Morpholine, 4-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.781 24.27 ng 971868 Chrysene-d12 21.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 42
3 Benzo[b]thiophene-3-carboxylic a... 343 C18H17N04S 096334-43-9 38
4 N-(5-Pyrimidinyl)benzamide 199 C11HSN30 103854-65-5 38
5 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 38

Abundance Scan 2773 (19.781 min): BG050798.D\data.ms (-2766) (- m/z 105.00 100.00%

105.0
5000 163.0
— i
51.0 19.50 20.00
ob— bbb 2020 2831 m/z 163.00  44.62%
miz--> 50 100 150 200 250 300
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 — L
19.50 20.00
m/z 77.00  32.90%
51.0
0\‘\‘\%“\”\“\\“\‘\\‘\‘\H\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
— P
163.0 19.50 20.00
5000 m/z 106.00 8.28%
oLt | om0
—— e 7
miz--> 50 100 150 200 250 300
Abundance #251925: Benzo[b]thiophene-3-carboxylic acid, 4,5,6,7-te Py 4
105.0 19.50 20.00
m/z 51.00 6.80%
5000
51.0
obd 165.0 210.0 297.0 343.(
B e S e L L e e —— P
m/z--> 50 100 150 200 250 300 19.50 20.00

8270-BG100621.M Mon Nov 01 18:55:35 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 Oxybis(propane-1,2-diyl) di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.875 32.21 ng 1289660 Chrysene-d12 21.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 59
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 50
4 Hydrazinecarboxylic acid, 2-benz... 208 C10H12N203 010465-97-1 38
5 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 38

Abundance Scan 2789 (19.875 min): BG050798.D\data.ms (-2782) (-  m/z 105.00 100.00%
105.0

-

163.0
5000
— e
51.0 2071 19.50 20.00
Obprrrpberrb e b A3 L T2 28712670 m/z 163.00  58.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 — .
19.50 20.00
m/z 77.00 35.53%
51.0
O ’H‘\\“\\“}\“\‘\\N‘\\‘\\"\H“\H\‘.\H\‘WH\‘H\\‘HH‘HH’HH‘HH‘\H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate

=

105.0
— #A
163.0 19.50 20.00
5000 m/z 105.95 7.94%
o 10 || 13a0 | 2070
P e e T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39043: Glyoxylamide, N-phenyl- — =
1200 163.0 19.50 20.00
m/z 51.00 7.63%
N th
Ottt e e e e — =
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00

8270-BG100621.M Mon Nov 01 18:55:36 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 unknown20.087 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.087 5.65 ng 226237  Chrysene-di12 21.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 47
2 Phenylglyoxylic acid, propyl ester 192 C11H1203 1000453-46-7 30
3 Phenylglyoxylic acid, isopropyl ... 192 C11H1203 1000453-46-3 30
4 Benzoic acid, 2-propenyl ester 162 C10H1002 000583-04-0 27
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 27

Abundance Scan 2825 (20.087 min): BG050798.D\data.ms (-2819) (-  m/z 105.00 100.00%
1

05.0
163.0
5000
w00
51.0 .
207.0
b ) ZPR237L 2820 h/7 163.00  71.99%
miz--> 50 100 150 200 250
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 163.0
5000, 430 77.0 o :
20.00
m/z 77.00 34.30%
0
miz-> 50 100 150 200 250
Abundance #66353: Phenylglyoxylic acid, propyl ester
105.0
N T
20.00
5000 m/Z 51.00 7.95%
1.
0 ?‘\0 ‘ ‘ 164.0
‘ e e P
miz-> 50 100 150 200 250
Abundance #66369: Phenylglyoxylic acid, isopropyl ester 4 ‘
105.0 20.00
m/z 164.00 7.63%
5000
43.0 /\
0 1] 740 164.0 y

.
miz--> 50 100 150 200 250 20.00

8270-BG100621.M Mon Nov 01 18:55:37 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosane, 1-iodo-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.645 7.35 ng 294475  Chrysene-di12 21.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Docosane, 1l-iodo- 436 C22HA45I 1000406-31-9 72
3 Octacosane 394 (C28H58 000630-02-4 70
4 Pentadecane 212 C15H32 000629-62-9 68
5 Heneicosane 296 C21H44 000629-94-7 62

Abundance Scan 2920 (20.645 min): BG050798.D\data.ms (-2916) (-
57.0

5000
‘ 9.0 216.1
ol dlhllydre, I aera s
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

m/z 57.05 100.00%

B

20.50 21.00
m/z 71.05 69.05%

B

20.50 21.00
m/z 43.05 67.72%

%

Abundance #320326: Docosane, 1-iodo-
57.0
20.50 21.00
5000 ITI/Z 85.05 52.89%
155.0 309.0
Ll oy 00
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 —
57.0 20.50 21.00
m/z 41.00 25.76%
. ]MMNMJ\MWJ\MN&NAWWWM
oLl L H | 141918302250 281.0 337.0 394
““‘“““““““‘“““““““““‘ — —
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BG100621.M Mon Nov 01 18:55:38 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.373 8.69 ng 348100 Chrysene-d12 21.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 3044 (21.373 min): BG050798.D\data.ms (-3039) (-
57.0

5000

9.0
0 uh\ \h\ \M h ?—4\1 :\L 183 1 230.0 281.0 355.0
T et T L e A B A

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

Abundance #107217: Hexadecane
57.0
5000
9.0
O T T M““ “‘ L \“\]‘-\4\1‘0\1\-8\3\0‘\22\6\\0‘ T 1T ‘ L ‘ L

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

Abundance #275537: Hexacosane
57.0
5000
e It

miz-> 50 100 150 200 250 300 350

m/z 57.00 100.00%

-

21.00 21.50
m/z 71.05 75.01%

-

21.00 21.50
m/z 43.00 69.74%

-

— —
21.00 21.50
m/z 85.05 51.10%

%

Abundance #194590: Heneicosane
57.0 21.00 21.50
m/z 41.00 25.68%
o ”L”W”MMWW/\Wﬁ\WMWﬂWW
otsg L1 h\ [¥0m30z250 250
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BG100621.M Mon Nov 01 18:55:38 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.178 9.33 ng 373583 Chrysene-d12 21.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Octacosane 394 (C28H58 000630-02-4 68
5 Octadecane 254 C18H38 000593-45-3 58

Abundance Scan 3181 (22.178 min): BG050798.D\data.ms (-3175) (-
57.0

5000

‘ 9.0
I

ol h N\\MM‘M\‘\ 1551 2229 5953 3550

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

Abundance #176384: Eicosane
57.0
5000
0 T \“\ \H“‘ \“‘\ h“ \“‘ \]E “ “‘\%8\3\0‘2\2\5\\0‘ \2\8\2\()‘ L ’ L

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

m/z 57.00 100.00%

B

22.00 22.50
m/z 71.05 71.02%

%

22.00 22.50
m/z 43.05 67.08%

%

Abundance #194590: Heneicosane
57.0
22.00 22.50
5000 ITI/Z 85.00 50.81%
‘ 9.0
41.0
olsd ||| 01830250 2s60
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane —— —
57.0 22.00 22.50
m/z 55.00 24.01%
w WW/\MM
9.0
Ji5g | ||| | 1#41018302050267.03000 3801
B R A B T e —— ——
m/z--> 50 100 150 200 250 300 350 22.00 22.50

8270-BG100621.M Mon Nov 01 18:55:39 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.095 10.31 ng 412969  Chrysene-d12 21.902
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3337 (23.095 min): BG050798.D\data.ms (-3330) (- m/z 57.00 100.00%
57.0

w0 JL
9.0 1T I
23.00
ob— ‘ ‘ 1 H‘ LYALL 1971 254120513410 m/z 71.05 71.43%
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 — ‘
23.00
m/z 43.00 64.75%
04 \“\‘ “‘\“H‘ \“‘\““ \“‘ \]‘T\ { ‘0\1\8\3\0‘\ T \2\5‘4\9\ L AL N B
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— ‘
23.00
5000 ITI/Z 85.05 47.52%
9.0
ol | ] 141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T ‘
57.0 23.00
m/z 55.00 25.85%
5000
‘ 9.0
41.0
o5 L1 10050 20 o
m/z--> 50 100 150 200 250 300 350 23.00

8270-BG100621.M Mon Nov 01 18:55:40 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 17 Oxirane, hexadecyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
23.812 3.93 ng 122379  Perylene-di2 25.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
3 Heptadecanal 254 C17H340 1000376-70-0 80
4 14-Heptadecenal 252 C17H320 1010144-58-0 76
5 E-2-Tetradecen-1-0l 212 C14H280 1000130-83-7 72

Abundance Scan 3459 (23 812 min): BG050798.D\data.ms (-3454) (-

m/z 57.00 100.00%

57.0
5000
253.1
127.1 180.0 212.0 285 23. 50 24 00
ol m/z 43.00  93.42%
miz--> 50 100 150 200 250
Abundance #158569: Octadecanal
43.0, 82.0
5000 — ——
23.50 24.00
230 m/z 82.00 82.50%
222.0
oL ‘H‘ ““"\‘ \}‘\ \h W H\‘\ Il ‘\6‘0}‘ ‘\‘ | ‘H‘ ; }2‘68‘0‘ ;
m/z--> 50 100 150 200 250
Abundance #158580: Oxirane, hexadecyl-
82.0
43.0 2350 2400
5000 ITI Z 69.00 63.83%
24.0
| H ‘ H\ | 1660 2110 250.0
o — s ) ‘\\‘ I ‘\\m“\m‘ B e
m/z--> 50 100 150 200 250
Abundance #141014: Heptadecanal “ T
43.0 23.50 24.00
82.0
m/z 55.00 53.43%
- «w“$ﬂVAwM/\MMMwM/\VA
oL ! “h M‘M‘m ;§90‘ 2080 2540 ‘ —
m/z--> 50 100 150 200 250 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 18 Hexacosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
24.153 9.89 ng 307955  Perylene-d12 25.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 3517 (24.153 min): BG050798.D\data.ms (-3510) (-
57.0

m/z 57.00 100.00%

%

5000
24.00 24.50
- “w uh‘ L “ | 14018322251 2681 3550 n.; 7105 75.97%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 M —
24.00 24.50
m/z 43.85  75.73%
oL ‘L il M | 14101830 225.0 267.0 309.0 367
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

%

Abundance #194590: Heneicosane
57.0
—— —
24.00 24.50
5000 ITI/Z 85.05 55.79%
9.0
41.0
50 L |11 1002250 2060
miz--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- — —
43.0 24.00 24.50
m/z 55.00 25.33%
5000
. || 201690 2250 29503370
— A e P e
m/z--> 5 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetratetracontane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
25.398 11.56 ng 359942  Perylene-d12 25.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 83
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 80
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 80

Abundance Scan 3729 (25.398 min): BG050798.D\data.ms (-3724) (-
57.1

5000

252.1
g 1 s

]
ettt e e

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

o

Abundance #347241: Tetratetracontane
57.0
5000
o /| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\f\‘\\\\‘\\\V]T\\T[\\T\‘Tr\}}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000
J 155.0
225.0
o"H"H‘%1AHJH"W‘H"H‘_“w“u‘u“_‘u“u‘_“w“

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

m/z 57.10 100.00%

-

25.00 25.50
m/z 71.00  75.09%

-

25.00 25.50
m/z 43.05 60.91%

-

—
25.00 25.50
m/z 85.05 46.94%

G

Abundance #310570: Heptacosane, 1-chloro- “
57.0 25.00 25.50
m/z 55.00 21.51%
o Ww¢wwwwfvf\wfwhWJ%/\
0 ‘jﬂ?[?lgeo 273.0343.0414.0
[ A e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BG@50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc

ALS vial : 6 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

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

Peak Number 20 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.851 9.22 ng 287282  Perylene-di2 25.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
3 Hexadecanal 240 C16H320 000629-80-1 83
4 1,19-Eicosadiene 278 C20H38 014811-95-1 81
5 Heptadecanal 254 C17H340 1000376-70-0 74
Abundance Scan 3806 (25.851 min): BG050798.D\data.ms (-3800) (-  m/z 57.00 100.00%
57.0
96.0
5000
— ——
H | | #3870 1041 25022820 25.50 26.00
oLb— H‘M‘ " o L h}mi\‘\\‘ SV S m/z 43.05 95.44%
miz-> 50 100 150 200 250
Abundance #158568: Octadecanal
43.0] 82.0
5000 — ——
25.50 26.00
240 m/z 82.00 82.14%
250.0
ol w“wh W‘H\M I e T
miz--> 50 100 150 200 250
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
— —
25.50 26.00
5000 m/z 55.00 69.78%
4.0
L ‘ | i 1660 2080 2500
(o i i i S m
miz--> 50 100 150 200 250
Abundance #123919: Hexadecanal “ —
43.0) 82.0 25.50 26.00
m/z 83.00 61.79%
- /\wﬂﬁwwjuf\w~mﬁvﬂmvw
24.0
LLLLL TS ssponseo
oHH‘ i S B
m/z--> 100 150 200 250 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110121\
Data File : BGO50798.D

Acqg On : 1 Nov 2021 14:32
Operator : CG/JU

Sample : M4428-01

Misc :

ALS vial : 6 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|
Ethanol, 2-(2-b... 10.809 17.5 ng 300368 2 11.062 344002 20.0
2,4,7,9-Tetrame... 13.729 4.2 ng 97874 3 14.858 465613 20.0
Pentadecanoic acid 15.727 26.6 ng 618034 3 14.858 465613 20.0
Indolizine, 6-m... 15.798 6.0 ng 139868 3 14.858 465613 20.0
n-Hexadecanoic ... 18.465 6.4 ng 179210 4 17.607 562206 20.0
Hexadecanamide 18.965 3.9 ng 110145 4 17.607 562206 20.0
7-Hexadecenoic ... 19.393 4.3 ng 119502 4 17.607 562206 20.0
Octadecanoic acid 19.722 8.0 ng 225655 4 17.607 562206 20.0
Morpholine, 4-p... 19.781 24.3 ng 971868 5 21.902 800776 20.0
Oxybis(propane-... 19.875 32.2 ng 1289660 5 21.902 800776 20.0
unknown20.087 20.087 5.7 ng 226237 5 21.902 800776 20.0
Docosane, 1-iodo-  20.645 7.3 ng 294475 5 21.902 800776 20.0
Hexadecane 21.373 8.7 ng 348100 5 21.902 800776 20.0
Eicosane 22.178 9.3 ng 373583 5 21.902 800776 20.0
Octadecane 23.095 10.3 ng 412969 5 21.902 800776 20.0
Oxirane, hexade... 23.812 3.9 ng 122379 6 25.310 622834 20.0
Hexacosane 24.153 9.9 ng 307955 6 25.310 622834 20.0
Tetratetracontane 25.398 11.6 ng 359942 6 25.310 622834 20.0
Octadecanal 25.851 9.2 ng 287282 6 25.310 622834 20.0
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