LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc :

ALS vial : 5 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53343.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.549 191 197 204 rBV 53238 87189 3.27% 0.283%
2 5.195 302 307 315 rVB 22732 37057 1.39% 0.120%
3 5.671 381 388 399 rVB 259382 431618 16.19% 1.399%
4 7.263 653 659 669 rBV 160132 287648 10.79%  0.932%
5 7.627 716 721 726 rBV 29777 49258 1.85% 0.160%
6 7.680 726 730 736 rVB 28188 46249 1.73% 0.150%
7 7.873 756 763 776 rBV 45815 85283 3.20% 0.276%
8 8.103 795 802 808 rBv2 95881 171743 6.44% 0©.557%
9 8.161 808 812 819 rvVvB2 20450 35460 1.33% 0.115%
10  9.266 992 1000 1008 rBV 382281 685500 25.71%  2.222%
11  9.424 1022 1027 1038 rBV3 17123 43879 1.65% 0.142%
12 10.681 1235 1241 1250 rBV6 11400 29118 1.09% 0.094%
13 10.916 1272 1281 1288 rBV 127149 232924 8.74% 0.755%
14 13.090 1645 1651 1662 rBV2 44845 90066 3.38% 0.292%
15 13.348 1686 1695 1704 rBV 969288 1638060 61.43% 5.309%

16 13.566 1726 1732 1738 rBV 198131 304149 11.41%

Q.
17 14.729 1921 1930 1936 rVB 208898 339867 12.75% 1.101%
18 15.528 2059 2066 2072 rVB2 42619 65882 2.47%  ©0.214%
19 16.062 2153 2157 2161 rBvV2 43987 60753 2.28% 0.197%
20 16.215 2176 2183 2196 rBV 865110 1358191 50.94% 4.402%
21 16.656 2242 2258 2259 rBV2 67790 180430 6.77% ©.585%
22 17.472 2391 2397 2403 rBV 288639 439125 16.47% 1.423%
23 18.130 2504 2509 2513 rBV2 65853 84746 3.18% ©.275%
24 18.312 2526 2540 2564 rBv4 336188 1604621 60.18% 5.201%
25 19.076 2664 2670 2680 rVB 17867 37169 1.39% ©.120%

26 19.464 2726 2736 2750 rBV 798569 1913272 71.75%
27 19.616 2753 2762 2775 rVB3 80155 258793 9.71%
28 20.075 2828 2840 2846 rBV 1964968 2666420 100.00%

ONOON
o
A
N
R

29 20.345 2878 2886 2904 rBV 1014137 2185131 81.95% 082%
30 20.832 2965 2969 2972 rBV3 36710 71226 2.67% 231%
31 20.862 2972 2974 2979 rVB3 53276 69669 2.61% 226%
32 20.921 2980 2984 2990 rVB3 21182 40613 1.52% 132%

33 21.126 3010 3019 3031 rBV 930286 1930255 72.39%
34 21.379 3057 3062 3068 rVB 273773 382785 14.36%
35 21.655 3098 3109 3116 rBV3 39178 102634  3.85%

OrRrO0OO®
N
Ul
o))
B

36 21.755 3118 3126 3135 rVB 320846 580773 21.78% 1.882%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc :

ALS vial : 5 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.937 3151 3157 3161 rBV 444680 687127 25.77%  2.227%
38 21.990 3161 3166 3188 rVB2 724429 1741390 65.31% 5.644%
39 22.319 3218 3222 3227 rVB3 21570 35401 1.33% 0.115%
40 22.560 3256 3263 3268 rBV 507528 872188 32.71%  2.827%
41 22.718 3285 3290 3299 rVB7 25093 63280 2.37% 0.205%
42 23.006 3329 3339 3348 rBV 554605 1479532 55.49% 4.795%
43 23.264 3374 3383 3396 rVB2 460812 946960 35.51%  3.069%
44 23.705 3453 3458 3465 rBV5 18820 41763 1.57% ©0.135%
45 23.864 3478 3485 3494 rVB4 29992 87253  3.27% 0.283%
46 24.087 3514 3523 3529 rBV2 334457 741228 27.80% 2.402%
47 24.175 3529 3538 3550 rVB 417224 1179023 44.22%  3.821%
48 25.056 3677 3688 3698 rVB 377030 1070382 40.14% 3.469%
49 25.591 3767 3779 3793 rBV2 280265 1011345 37.93% 3.278%
50 26.213 3875 3885 3895 rVB2 147783 449437 16.86% 1.457%
51 26.566 3937 3945 3948 rBV9 11190 29627 1.11% 0.096%
52 27.288 4053 4068 4069 rBV 166201 416861 15.63% 1.351%
53 27.606 4111 4122 4137 rVB2 89180 337456 12.66% 1.094%
54 28.487 4263 4272 4273 rBV9 27487 56252 2.11% 0.182%
55 29.309 4396 4412 4438 rVB4 121298 789903 29.62%  2.560%
56 31.788 4818 4834 4835 rBV5 58789 191109 7.17% 0.619%

Sum of corrected areas: 30855073
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053343.D\data.ms
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Abundance TIC: BG053343.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18

Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 1 Cyclopentanone Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
4.549 10.15 ng 87189 1,4-Dichlorobenzene-d4 8.103
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 87
2 3-Hexene 84 C6H12 000592-47-2 64
3 3-Hexene, (E)- 84 C6H12 013269-52-8 64
4 2-Hexene, (Z)- 84 C6H12 007688-21-3 56
5 2-Hexene 84 C6H12 000592-43-8 50

Abundance Scan 197 (4.549 min): BG053343.D\data.ms (-191) (-) m/z 55.15 100.00%

55.1
5000 411 84.1
R Rmma A
H 65.2 4.20 4.40 4.60 4.80
0 et e e e e e m/z 84.10 43.22%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1584: Cyclopentanone
55.0
28.0
5000 41.0
R
84.0 4.20 4.40 4.60 4.80
m/z 41.15 38.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1637: 3-Hexene
55.0
41.0
4.20 4.40 4.60 4.80
m/z 56.15 37.27%
5000 84.0 /
69.0
27.0 ‘ ‘ ‘
0 ‘H"H"H"_‘W“"m}wu‘ﬂﬂ“_‘NW“u“m“‘
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1648: 3-Hexene, (E)- R ama A REaRRRE
55.0 4.20 4.40 4.60 4.80
41.0 S
m/z 39.15 18.82%
5000
27.0 4.
69.0 84.0
s |
0 \\\1"\0\\\‘\\‘\\‘\\11‘\\\1}\\\\1‘1‘1\\‘\H‘\‘Hu‘mu‘u
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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-Propanol, 1-(2-methoxypro... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.873 9.93 ng 85283 1,4-Dichlorobenzene-d4 8.103

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
2 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
4 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 50
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 50

Abundance Scan 763 (7.873 min): BG053343.D\data.ms (-756) (-) m/z 59.15 100.00%

59.1
5000 /M
3.1 ‘H‘H‘W‘H‘W‘H‘H‘
1 | 84.0 103.1 7.60 7.80 8.00 8.20
0 Wt e e e m/z 45.15 18.35%

Al
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #26715: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
5000

760780800820
43.15 12.24%

31.0 104.0
H‘\\\\‘\\\\“‘\\\\“U\‘\\‘\\\Hi\\\\Tﬁ-\q’\ﬁ\g‘e\\‘\‘1\\‘\\\\‘\%\3\‘0\9\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

7.60 7.80 8.00 8.20

o

5000 m/z 73.15 10.75%
31.0 104.0
ob 289 L L A 780 L 1300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)- crepe R W Bman
59.0 7.60 7.80 8.00 8.20

m/z 41.15 10.70%

5000
103.0
31.0
[
el e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo42722\
BGO53343.D

: 27 Apr 2022 12:18

: CG/JU

: N2481-02

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.566 17.90 ng 364149  Acenaphthene-die 14.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dinethylpropyl)- 164 CllH160 000080-46-6 95

2 Hexestrol, O-heptafluorobutyryl- 466 C22H21F703 1000365-31-9 72
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 64
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 64
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 64
Abundance Scan 1732 (13.566 min): BG053343.D\data.ms (-1726) (-  m/z 135.15 100.00%
135.2
5000 Jk
77.2 1350 |
ol bt bl d 1 2884 m/z 107.15  50.60%
mlz--> 50 100 150 200 250 300 350
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 A, oA :
13.50
m/z 77.15 12.12%
41.0 91.0
O\\\‘\“”‘\“‘\L‘\\H‘”‘\“V\\i\“\\\‘\\\\‘\\\\|\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #330462: Hexestrol, O-heptafluorobutyryl-
135.0
G
13.50
5000 ITI/Z 91.15 11.31%
ol 0 90 | 2110 303.0 395.
e e e e it
miz--> 50 100 150 200 250 300 350
Abundance #82769: Phenol, 4-(1,1,3,3-tetramethylbutyl)- — ‘
135.0 13.50
m/z 95.15 10.19%
5000
57.0
0L5'0 Lo | 206'0 ] //\
e T A o S
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Heneicosane

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
16.656 8.22 ng 180430  Phenanthrene-di10 17.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 2258 (16.656 min): BG053343.D\data.ms (-2242) (-

m/z 57.15 100.00%

57.1
5000
1650  17.00
4131833 : :
ol h‘\w‘\ “ Hu B T m/z 43.15  68.27%
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 — ——
16.50 17.00
m/z 71.10 65.24%
9.0 /
0154 LLL) | 141018302250 2960
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
= —
16.50 17.00
5000 ITI/Z 85.15 48.75%
e - T T
m/z--> 50 100 150 200 250 300 350 )kwM
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- by —
57.0 16.50 17.00
m/z 41.15 28.70%
B MMMAMWWJJMﬁ\WMmWMMMM
0 L\ H\ Il \‘ u‘ 14101830 239.0 296.0
A e A e e —— ——
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\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Heptacosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.312 73.08 ng 1604620  Phenanthrene-d10 17.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2540 (18.312 min): BG053343.D\data.ms (-2526) (-
57.1

5000
9.2
NEEUVRUE St I
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000

F | ; 141.0183.0225.0267.0 323.0 380.(

m/z 57.15 100.00%

-

\
18.00 18.50
m/z 43.15 70.40%

.

18.00 18.50
m/z 71.15 64.33%

O\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
= —
18.00 18.50
5000 ITI/Z 85.15 46.87%
9.0
0 15. (J il H\ I h‘ | 141 0183 0225.0 296.0
e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #275537: Hexacosane == —
57.0 18.00 18.50
m/z 41.15 28.34%
5000
0 ‘ \L‘ A uh\ ‘\\ M h‘ 14%9]"8‘3'0225'0267'0309'0 367.0
e e S e e = —

m/z--> 0 50 100 150 200 250 300 350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Heptadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.464 87.14 ng 1913270  Phenanthrene-d10 17.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane 240 C17H36 000629-78-7 93
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 93
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2736 (19.464 min): BG053343.D\data.ms (-2726) (- m/z 57.15 100.00%
57.1
5000
99.2 1050
19.50
141.2
oA bLL | o }412 1833 2253 2813 323. ... 4315  69.30%
miz-> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 T
19.50
99.0 m/z 71.15 66.45%
OL\S\Q‘\ “h\ ““‘ \‘”‘\ h“ \H‘ \‘%4\“1.‘?\ %8\‘3\0‘ \22\5\0\ T \2\96‘(\) T
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
——
19.50
5000 m/z 85.15 46.02%
99.0
oSO LL L1 1430 ws0 200
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- T
57.0 19.50
m/z 55.15  26.35%
5000
99.0 140.0
182.0
ol \”‘w P s il - I ) -
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\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.616 8.91 ng 258793  Chrysene-di12 21.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 87
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Undecanoic acid 186 C11H2202 000112-37-8 49

Abundance Scan 2762 (19.616 min): BG053343.D\data.ms (-2753) (- m/z 73.15 100.00%

5000 129.2 AJ\MW
185.2 241.3 284.4 — —T
‘ “ ‘ ‘ : 1 19.50 20.00
ob— ‘m\“‘\dh iy TR “H“‘ il \‘\‘ : ‘L‘ - ‘??‘5‘" : m/z 55.15 83.54%
mlz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 S =
129.0 19.50 20.00
m/z 60.15 82.19%
29.0 185.0 547 ( 284.0
O\\‘\H ‘“M‘m\“‘\\‘\‘\‘\\‘\\“\\\‘\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
P .
19.50 20.00
m/z 43.15 71.64%
5000 284.0 /
3.0 129.0
‘ 185.0 2410
0 \‘ﬂ‘\ MMM““‘ M\u‘\‘\ ‘\“‘\‘ ‘\‘\‘ “““““““?"7‘2"
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —— =
73.0 19.50 20.00
m/z 41.15 63.89%
5000 129.0
29.0
‘ ‘ 199.0 242 0
0 ‘ H HH\ \\h” lit ul ‘ ‘ | ‘ ‘ P
m/z--> 50 100 150 200 250 300 350 19.50 20.00

8270-BG040822.M Thu Apr 28 17:54:02 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 8 Eicosane, 10-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.345 75.25 ng 2185130  Chrysene-d12 21.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2886 (20.345 min): BG053343.D\data.ms (-2878) (-
57.1

5000

‘L‘ ‘ “h‘ I M L 141 2 183.3 2253 281 4 323.4

0y
miz--> 50 100 150 200 250 300 350

Abundance #194595: Eicosane, 10-methyl-
57.0
5000
99.0 4.0
O\ T ) ‘ h‘ “‘ h‘ \h‘\“\ T h h 1\970\2\3\9‘0\2\8\1\0‘ L ‘ T

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

m/z 57.15 100.00%

:

20.00 20.50
m/z 43.15 68.53%

%

20.00 20.50
m/z 71.15 67.86%

%

Abundance #194597: Pentadecane, 8-hexyl-
43.0
20.00 20.50
5000 5.0 m/z 85.15 46.52%
1270 196.0
o LA LI | zse0zm00
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane 7 T
57.0 20.00 20.50
m/z 55.15 25.43%
5000
99.0
0 ‘ I uh\ \‘\\ M h‘ 14%? 1‘830 225.0 267.0 309.0 367.(
e s A T e — —
m/z--> 50 100 150 200 250 300 350 20.00 20.50

8270-BG0O40822.M Thu Apr 28 17:54:04 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Octadecane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.126 66.47 ng 1930260 Chrysene-d12 21.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3019 (21.126 min): BG053343.D\data.ms (-3010) (-
57.1

5000
9.2
oL iyl ‘\ 1 141218332053 29543376
il A e e e
mlz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000
0 h‘ I u‘ ‘ 141 0 183 0 254 0
\\\‘\\!\\\\\\\\\‘\\\\‘\\\\’\\\\‘\\

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

Abundance #194595: Eicosane, 10-methyl-
57.0
5000
9.0 154.0
ol bl iy T or0202800

miz-> 50 100 150 200 250 300 350

m/z 57.15 100.00%

.

21.00 21.50
m/z 43.15 67.93%

B

21.00 21.50
m/z 71.15 65.06%

%

21.00 21.50
m/z 85.15 45.84%

%

Abundance #194597: Pentadecane, 8-hexyl-
43.0 21.00 21.50
m/z 55.15 26.05%
5000 5.0
127.0 6.0
oLl T mozmo LN
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BG040822.M Thu Apr 28 17:54:05 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 10 Tetracosane

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.379 13.18 ng 382785 Chrysene-d12 21.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 3062 (21.379 min): BG053343.D\data.ms (-3057) (-
57.1

5000

9.2
ol Li h\ |, 1553197.3 2671 3413
AL R e P SRS

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

Abundance #287977: Heptacosane
57.0
5000
ol ‘ | F |, 141.0183.0 225.0 267.0 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #194595: Eicosane, 10-methyl-
57.0
5000
9.0 4.0
ol d ity Tl aorozsv0zei0

miz-> 50 100 150 200 250 300 350

m/z 57.15 100.00%

3

21.00 21.50
m/z 43.15 67.81%

-

21.00 21.50
m/z 71.15 64.17%

:

21.00 21.50
m/z 85.15 44.88%

+

Abundance #246481: Tetracosane

57.0 21.00 21.50
m/z 41.15 24.66%
5000
9.0
0 Ll i h\ ; 141.0183.0225.0267.0  338.0

AR e b T T T T T = S
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BG0O40822.M Thu Apr 28 17:54:06 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 11 Hexatriacontane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.937 23.66 ng 687127  Chrysene-di12 21.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 3157 (21.937 min): BG053343.D\data.ms (-3151) (-
57.1

5000

9.2
ol L[ 141218322253 28113034
AL 14218322255 28113234

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

Abundance #275537: Hexacosane
57.0
5000
ol ‘L‘ [l M | 141-9183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350

Abundance #287977: Heptacosane
57.0
5000
ol L \ | F ‘1‘410183022502670 323.0 380.
e e S e

miz—> 0 50 100 150 200 250 300 350

m/z 57.15 100.00%

-

22.00
m/z 43.15 68.39%

-

22.00
m/z 71.15 65.70%

%

22.00
m/z 85.15 44.29%

.

Abundance #194588: Heneicosane
57.0 22.00
m/z 41.15 27.79%
5000
9.0
0 154 il H I h‘ | 141 0183 0225.0 296.0
B S A e —

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

8270-BG0O40822.M Thu Apr 28 17:54:07 2022

22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 12 Heptadecane, 9-octyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.990 59.97 ng 1741390  Chrysene-d12 21.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3166 (21.990 min): BG053343.D\data.ms (-3161) (-
57.1

m/z 57.15 100.00%

—
‘ ¥ E\’\'Z 1412 1832 230.2 281.1 323.3 22.90
Ol “‘, - m/z 43.15 70.39%
mlz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 1
22.00
99.0 m/z 71.15 66.75%
OL\S\Q‘\ “H‘ “‘ h‘ \“‘ \‘}\ { ‘\]\-8\‘3\0‘ \22\5\(\)‘ T \296’(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
—
22.00
5000 m/z 85.15 45.66%
0 a0 0
bbbt d 41 J80 1830 20 26103230
miz--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl- —
57.0 22.00
m/z 55.15 26.91%
5000
99.0
ol T aeno 002810 _
m/z--> 50 100 150 200 250 300 350 22.00

8270-BG040822.M Thu Apr 28 17:54:08 2022

Page:
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Data Path :
Data File
Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo42722\

. BGOB53343.D

: 27 Apr 2022 12:18
: CG/JU
: N2481-02

: 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 13 Dodecane, 2-methyl-6-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.560 30.04 ng 872188 Chrysene-di2 21.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 3263 (22.560 min): BG053343.D\data.ms (-3256) (-  m/z 57.15 100.00%

57.1
5000
U \
9.2 22.50
141.2 :
O+ \““ ¥ | 11012, 197.3230328213234 m/z 43.15  65.62%
m/z--> 0 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 —
22.50
m/z 71.15 61.90%
9.0
141.0
O+ ‘\““‘\ “‘ \“‘\h“ \“‘\‘\ !‘1‘ \J-\SP\O|2\2\6\(\)| LN L B B B
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
U \
22.50
5000 m/Z 85.15 46.17%

9.0
ol L Ll 141018302250 281.0 337.0 394.
A L 0718302250 2810 337.0 394

N

1
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane T ‘
57.0 22.50
m/z 55.15 24.71%
5000
9.0
015.3“ |11 141018302250 2960

T B A R —

m/z--> 0 50 100 150 200 250 300 350 22.50

8270-BG040822.M Thu Apr 28 17:54:08 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Eicosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.006 50.95 ng 1479530  Chrysene-d12 21.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90

Abundance Scan 3339 (23.006 min): BG053343.D\data.ms (-3329) (-
57.1

5000

0 ‘L‘ 1 H | 14121833 2303  309.4351.4
AL AL RS 2393 309.43514

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

Abundance #176384: Eicosane
57.0
5000
0 \“\ \H“‘ \“‘\ h“ \H‘ \JE “ “‘\%8\‘3\()‘2!2\5\\0‘ \2\8\2\()‘ L ‘ L

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

Abundance #275537: Hexacosane
57.0
5000
9.0
ol Hh‘ | | | 141.0183.0225.0267.0309.0 367.0
A e

miz-> 50 100 150 200 250 300 350

m/z 57.15 100.00%

g

\ [
23.00

m/z 71.15 67.06%

=

T
23.00

m/z 43.15 66.02%

E

T
23.00

m/z 85.15 48.99%

g

Abundance #298427: Octacosane I
57.0 23.00
m/z 55.10  26.47%
B /\ﬂvrkymNW/\“wwﬁ/\x»NM
oLl L H | 141 0183.0225.0 281.0 337.0 394.
““‘“““““““‘“““““““““‘ 1
m/z--> 50 100 150 200 250 300 350 23.00

8270-BG040822.M Thu Apr 28 17:54:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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, 7-hexyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.264 32.61 ng 946960  Chrysene-di12 21.755
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3383 (23.264 min): BG053343.D\data.ms (-3374) (-
57.1

5000

0 L L1112 1693 2255 2954 3514 420,
AR 003 2253 2954 3514 429,

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

Abundance #275537: Hexacosane
57.0
5000
0 ‘ IL Hh\ \ h‘ \‘ il 1\69 O 225 O 295 O 367 0
\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #275543: Eicosane, 7-hexyl-
57.0
5000
oL LLLITTY 18200560 2810 537,
e AR

miz-> 50 100 150 200 250 300 350 400

m/z 57.15 100.00%

:

T
23.00 23.50

m/z 43.15 72.25%

=

23.00 23.50
m/z 71.15 66.25%

h

23.00 23.50
m/z 85.15 46.50%

-

Abundance #307033: Octacosane, 2-methyl-
57.0 23.00 23.50
m/z 55.15 26.69%
h JUL
bl LT 1050 2m0 za1e 3so NSl
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50

8270-BG040822.M Thu Apr 28 17:54:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 16 Octacosane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
24.087 13.85 ng 741228  Perylene-di2 25.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3523 (24.087 min): BG053343.D\data.ms (-3514) (-  m/z 57.15 100.00%
57.1
LN \
9.2 24.00
141 3 :
- “M A A 341318332253067.3 3411 m/z 43.15  69.16%
mlz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — :
24.00
9.0 m/z 71.15 65.35%
Ol\ \d\ ‘ H‘ \h‘\h“ \H‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T T
miz--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
N \
24.00
5000 m/z 85.15 47 .34%
ol L \ | % ‘141 0183.0225.0267.0 323.0 3800
i A e
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane = ‘
57.0 24.00
m/z 55.15  23.43%
ol h‘ H | 141 9;83 0225.0 281.0 337.0 394.
i “‘H“ T T T T ——
m/z--> 50 100 150 200 250 300 350 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Heneicosane, 11-decyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

24.175 22.03 ng 1179020  Perylene-di12 25.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3538 (24.175 min): BG053343.D\data.ms (-3529) (-  m/z 57.15 100.00%
57.1

- fvx/\\//\/\»~xﬂm/
= =
‘ i 132 1433 seas 4374 24.00 24.50
s I=Enh RS SRR LI m/z 71.15  63.72%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 — s
24.00 24.50
m/z 43.15 63.25%
ol \ | 113.0 1690 225.0 281.0 380.0
‘\\\\’ \\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
= —
24.00 24.50
5000 ITI/Z 85.15 44 .20%
1
o ‘\‘ 31‘1“1‘690 225.0 281.0 337.0 394.0
“‘H,““,H‘ L e e e AR
miz--> 0 50 100 150 200 250 300 350 400
Abundance #320594: Heneicosane, 11-decyl- = =
57.0 24.00 24.50
m/z 55.15  23.42%
5000
295.0
0 \‘ ‘Lw H}\ IL\ \1\13 1\0 | 1\6\9 p 225 0 “ 435.(
e —— —
m/z--> 0 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Triacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.591 18.90 ng 1011350  Perylene-di12 25.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetratetracontane 619 C44H99 007098-22-8 91
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 3779 (25.591 min): BG053343.D\data.ms (-3767) (- m/z 57.15 100.00%

57.1
5000
9.2 N
25.50
141.3
oL LLLLT e eisssossoors saa L s 67
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 T T

25.50
m/z 43.15 60.71%

9.0
| L ‘ | | ;1410183.02250267.0  338.0

”\\‘\\‘\x“\‘\\‘\‘r\\\‘\\\\‘\\\\|\\\\

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane

o
3 _F
l _
o -

T \
25.50

5000 m/z 85.15 46.43%

9.0
oLl )t ] 141018302250 2810 337.0 394
A b 708302250 2810 337.0 394

-

miz--> 50 100 150 200 250 300 350

Abundance #307033: Octacosane, 2-methyl- =

57.0 25.50
m/z 55.15 22.33%

5000
9.0
oLy L1 1419183 0225.0067.0300.0 3650
N A B aEa I S o :
m/z--> 50 100 150 200 250 300 350 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Octacosane, 2-methyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
26.213 8.40 ng 449437  Perylene-di12 25.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3885 (26.213 min): BG053343.D\data.ms (-3875) (-
57.1

5000

0 1] H | 141318332253 2953
AL T18382258 2058

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

Abundance #307033: Octacosane, 2-methyl-
57.0
5000
oLy “\ H‘\ H | 141-0183.0225.0267.0309.0 365.0
LI ‘ T \ \ ‘ T Y ‘ L ‘ T T

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

Abundance #298427: Octacosane
57.0
5000
9.0
oL, h“ | | 141.0183.0225.0 281.0 337.0 394.
e e s

miz-> 50 100 150 200 250 300 350

m/z 57.15 100.00%

%

26.00 26.50
m/z 43.15 66.92%

-

26.00 26.50
m/z 71.15 62.83%

%

26.00 26.50
m/z 85.15 44.27%

%

Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0 26.00 26.50
m/z 55.15 23.29%
- “\NMW#”LJ/\MWMM/WM\W
oL L1 112701690 2250 29503370
— A e o
m/z--> 5 100 150 200 250 300 350 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BG@53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 20 Tetratetracontane

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
29.309 14.76 ng 789903  Perylene-di2 25.050
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 4-Methylheneicosane 310 C22H46 025117-29-7 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 4412 (29.309 min): BG053343.D\data.ms (-4396) (-
57.1

5000

7.3
0 HJ\nu- dyd ..22.53 340.9
T T e e T

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

Abundance #347241: Tetratetracontane
57.0
5000
ok [ 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 #307033: Octacosane, 2-methyl-
57.0
5000
oL 019702670 3650
-

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

m/z 57.15 100.00%

-

— ‘ ‘
29.00 29.50
m/z 43.15 63.40%

-

— ‘ ‘
29.00 29.50
m/z 71.15 63.36%

N

™ ‘ ‘
29.00 29.50
m/z 85.15 49.00%

-

Abundance #246483: Tetracosane e ‘ ‘
57.0 29.00 29.50
m/z 55.15  24.58%
h va\%
27.0
oL L Sae70 3380
et e e e e ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42722\
Data File : BGO53343.D

Acqg On : 27 Apr 2022 12:18
Operator : CG/JU

Sample : N2481-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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|
Cyclopentanone 4.549 10.2 ng 87189 1 8.103 171743 20.0
2-Propanol, 1-(... 7.873 9.9 ng 85283 1 8.103 171743 20.0
Phenol, 4-(1,1-... 13.566 17.9 ng 304149 3 14.729 339867 20.0
Heneicosane 16.656 8.2 ng 180430 4 17.472 439125 20.0
Heptacosane 18.312 73.1 ng 1604620 4 17.472 439125 20.0
Heptadecane 19.464 87.1 ng 1913270 4 17.472 439125 20.0
Octadecanoic acid 19.616 8.9 ng 258793 5 21.755 1580773 20.0
Eicosane, 10-me... 20.345 75.3 ng 2185130 5 21.755 580773 20.0
Octadecane 21.126 66.5 ng 1930260 5 21.755 580773 20.0
Tetracosane 21.379 13.2 ng 382785 5 21.755 580773 20.0
Hexatriacontane 21.937 23.7 ng 687127 5 21.755 580773 20.0
Heptadecane, 9-... 21.990 60.0 ng 1741390 5 21.755 580773 20.0
Dodecane, 2-met... 22.560 30.0 ng 872188 5 21.755 580773 20.0
Eicosane 23.006 51.0 ng 1479530 5 21.755 580773 20.0
Eicosane, 7-hexyl- 23.264 32.6 ng 946960 5 21.755 580773 20.0
Octacosane 24.087 13.9 ng 741228 6 25.050 1070380 20.0
Heneicosane, 11... 24.175 22.0 ng 1179020 6 25.050 1070380 20.0
Triacontane 25.591 18.9 ng 1011350 6 25.050 1070380 20.0
Octacosane, 2-m... 26.213 8.4 ng 449437 6 25.050 1070380 20.0
Tetratetracontane  29.309 14.8 ng 789903 6 25.050 1070380 20.0
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