LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc :

ALS Vvial : 37 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-BG122123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60162.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.120 3 5 19 rVB 772865 1067624 10.75% 1.227%
2 5.047 326 333 338 rBv 88252 144005 1.45% 0.165%
3 5.511 404 412 427 rBV 4676297 7522217 75.73% 8.644%
4 7.103 673 683 699 rBV 4638189 8104977 81.60% 9.313%
5 7.938 818 825 833 rBV 1088103 1824979 18.37% 2.097%

6 9.101 1015 1023 1038 rBV 2878905 5054118 50.88% 5.808%
7 10.740 1294 1302 1311 rBV 1629944 2908896 29.29%  3.343%
8 13.196 1712 1720 1737 rBV 6186760 9932769 100.00% 11.414%
9 14.577 1948 1955 1962 rBV 2767867 4426999 44.57% 5.087%
10 16.063 2201 2208 2223 rBV 4740090 7081931 71.30% 8.138%

11 17.321 2413 2422 2432 rBV 3136073 4664705 46.96% 5.360%
12 18.214 2568 2574 2586 rBV2 270683 475061 4.78%  0.546%
13 19.941 2862 2868 2879 rBV 6710575 8775985 88.35% 10.084%
14 20.247 2917 2920 2927 rVB 111097 141474  1.42% ©0.163%
15 21.234 3083 3088 3100 rBV2 1713664 2661688 26.80% 3.059%

16 21.586 3141 3148 3160 rVB2 2552506 4333312 43.63%
17 21.780 3174 3181 3186 rBvV2 129210 234510
18 22.015 3217 3221 3226 rBv4 104363 155811  1.57%
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19 22.391 3276 3285 3296 rBV4 1150913 2938402 29.58% 376%
20 22.667 3328 3332 3339 rVB8 87031 153513 1.55% 176%
21 23.255 3427 3432 3437 rVB4 66926 145233 1.46% ©.167%
22 23.402 3452 3457 3464 rBV3 189925 362766 3.65% 0.417%
23 23.860 3528 3535 3538 rBV2 361090 750485 < 7.56% 0.862%
24 23.913 3538 3544 3562 rVV3 1594887 3974007 40.01% 4.566%
25 24.060 3565 3569 3578 rVB3 153802 339800 3.42% ©.390%

26 24.759 3678 3688 3702 rVB3 1542434 4458034 44.88%
27 25.305 3774 3781 3790 rVB4 159378 419786  4.23%
28 25.911 3876 3884 3893 rVB2 277810 791257  7.97%
29 26.028 3895 3904 3917 rBV3 653729 2213166 22.28%
30 26.222 3932 3937 3945 rVB5 127768 332315 3.35%
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31 28.026 4238 4244 4255 rVB8 86021 305507 3.08%
32 29.994 4571 4579 4588 rBvV8 90780 329956 3.32% 0.379%
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Sum of corrected areas: 87025288
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060162.D\data.ms
6000000
5000000 5.511 7.103
4000000
3000000 9.101

2000000 10.740
7.938

1000000120

5.047

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

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060162.D\data.ms

13.196

19.941
6000000

5000000 16.063
4000000
17.321

3000000 14.577 21.586

2000000

22.391

1000000

18.L_7MJ 20.247 1.280015 |(22.66

R R R T L R R et e e

Time--> 13.00 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: BG060162.D\data.ms

6000000
5000000
4000000
3000000

2000000 23.913 24.759

1000000
25305 25:9% 222

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
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\

BGO60162.D
: 23 Dec 2023 7:42
: MA/JU
: 05897-01
: 37 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.120 11.70 ng 1067620 1,4-Dichlorobenzene-d4 7.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 5 (3.120 min): BG060162.D\data.ms (-3) (-) m/z 73.10 100.00%
731
5000 /\\¥
R AR RARARR
‘ 3.203.30 3.40 3.50
ol MLLl 1460 20822641 35834111 4782 w/y 4316 34.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 R e A
3.20 3.30 3.40 3.50
“ ‘ m/z 87.10 26.39%
0\A\‘\“‘H\J\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
AR RARAREREE RS
3.20 3.30 3.40 3.50
5000 m/z 55.10  24.32%
0 |HH129_0’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4950: Silane, ethyltrimethyl- T
73.0 3.203.30 3.40 3.50
m/z 71.10 13.10%
5000 /\k\ww
1 98 Y B | e S —
m/z--> 50 100 150 200 250 300 350 400 450 3.203.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.214 2.04 ng 475061  Phenanthrene-d10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2574 (18.214 min): BG060162.D\data.ms (-2568) (~ | m/z 73.05 100.00%

73.0
5000
1291 9431 =t

M | { 3215 4015 483.8 18.00 18.50
ob bl LUl 3215 4015 4838 g 16 96.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143507: n-Hexadecanoic acid
43.0
5000 sasptgons U
18.00 18.50

129.0 m/z 43.10 77.14%

256.0
| Jl 185.0
0\\\’H!‘\\’J\h\\\"\\l\l\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126203: Pentadecanoic acid
73.0

\ T
18.00 18.50
5000 129.0 m/z 57.10  65.97%
2420
i
0111900
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #60691: Undecanoic acid T —
60.0 18.00 18.50

m/z 41.10 60.14%

5000 " thmwwuwwﬂwwwwmmwﬂ%
‘.HM L \u\ il ‘

0 i \‘\,\'Hm,‘m‘\,m\,m\‘m\‘\m‘\m‘\m‘\m‘ — T —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 Octacosyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.234 12.28 ng 2661690  Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 91
3 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 91
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
Abundance Scan 3088 (21.234 min): BG060162.D\data.ms (-3083) (- | m/z 57.10 100.00%
57.1
5000 j&Wd‘
= —
1251 5105 21.00 21.50
ol U, . 21032803 357.0 4781 n/z 43.10  68.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000 o =
21.00 21.50
m/z 71.10 55.57%
ol J|1m19502640 364.0 437.0
‘H\\‘TT\‘W\H[\TT\‘1\H[H\\‘WFH‘H\T‘\\H‘\HT‘\\H‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126240: Oxirane, [(dodecyloxy)methyl]-
57.0
—— —
21.00 21.50
5000 m/z 55.10  48.53%
0 1\“ HH‘?501970
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #347041: Dotriacontyl pentafluoropropionate == T
57.0 21.00 21.50
m/z 83.10 42.54%
5000
5.0
0 |1Lh19502640334o 448.0 594.(
ot e P TP T e o Py
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 Dotriacontyl pentafluoropro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.391 13.56 ng 2938400 Chrysene-d12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 87
2 1-Docosene 308 C22H44 001599-67-3 86
3 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 83
4 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 74
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 74
Abundance Scan 3285 (22.391 min): BG060162.D\data.ms (-3276) (-~ | m/z 57.10 100.00%
57.1
= —
L? 1971 308.2 22.00 22.50
o_‘HWH_Jm_‘H_m_m_m‘H“‘”?‘Q,HH_f?f““_%_ m/z 43.10  66.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #347041: Dotriacontyl pentafluoropropionate
57.0
5000 — —
22.00 22.50
5.0 m/z 71.10 56.76%
ol UL 185026403340 4480 594.(
‘HH‘HH‘HH‘HH‘WH\‘\H\‘\H\‘H\\’HH’HH‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209740: 1-Docosene
57.0
== —
22.00 22.50
5000 m/z 55.10 51.77%
308.0
OJMRII'““" b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279317: Oxalic acid, isobutyl hexadecy! ester 5 7
57.0 22.00 22.50
m/z 69.10  45.81%
5000
o | M, 125.0 196,0 269.0
Rama e A A AARmaa R R s e = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270-BG122123.M Mon Dec 25 03:43:28 2023 Page: 6



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG122223\

Data File : BG@60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Eicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.860 3.37 ng 750485  Perylene-di2 24.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 86
3 Heptacosane 380 C27H56 000593-49-7 72
4 Heneicosane 296 C21H44 000629-94-7 46
5 Tricosane 324 C23H48 000638-67-5 46

Abundance Scan 3535 (23.860 min): BG060162.D\data.ms (-3528) (+ | m/z 57.10 100.00%

57.1
5000

]
‘\1P3j 23.50 24.00

206.9 |
ob bWl 0T 2819 369.24232 498, 71,10 78.36%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0

5000 T
23.50 24.00
m/z 43.10 56.75%

113.0
0 \“\ ‘\“ \"\‘ \“‘\ “‘ \“ \J\ }\1‘“\6‘%9\‘(\)“2?2\5\\0’ \2\8\‘2\?\ LI L B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #228592: Tetradecane, 1-iodo-
57.0

-
23.50 24.00
5000 m/z 85.10 49.54%
155
] ‘\‘ J‘ L1y ‘\

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 /&MWWMMwM/V\vawwﬁW
Abundance #287977: Heptacosane

ol 2110 324.0
. L
=
57.0 23.50 24.00
m/z 55.10  24.86%

B /\wwmkwww//\\/&wwwk
| \ | 113016002250281.0  380.0

o L e R Y = —=
miz--> 50 100 150 200 250 300 350 400 450 500  23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.913 17.83 ng 3974010  Perylene-di12 24.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3544 (23.913 min): BG060162.D\data.ms (-3538) (- | m/z 57.10 100.00%

57.1
5000
111.1

2450
[411 16712219 20813549 42914936 /7 g3.10  92.249

0 (

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcoho
83.0
5000 L
24.00
m/z 55.10 90.80%

.0
1 h 196.0  280.0

29.
hm

0\\H\‘\l\\‘\\\1‘\11\‘1\\1‘\\1\‘1\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0
—
24.00
5000 1.0 m/z 69.10  84.33%

‘\ Il | “ Il |1h i 0222 0 308.0

.

0 b e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1

83.0 24.00
m/z 97.10 75.46%
5000
29.
sl

O b S S e e e e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.911 3.55 ng 791257  Perylene-di2 24.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 81
2 Heptacosane 380 C27H56 000593-49-7 62
3 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 59
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 49
5 Octacosane 394 (C28H58 000630-02-4 43
Abundance Scan 3884 (25.911 min): BG060162.D\data.ms (-3876) (-~ | m/z 57.10 100.00%
57.1
——
1111271 196.9 264.9 341.7400.8  503.2 26.00
Ot b o e e S e e m/z 71.10 61.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 U
26.00
m/z 43.10 57.04%
‘ 140.0
0\\\‘\‘[‘J\\'\l!f‘\‘\j‘\W;\\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
——
26.00
5000 m/z 85.10 47.05%
oL LU 20 tor0 2e70 _sm00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48249: Hydroxylamine, O-decyl- —
43.0 26.00
m/z 55.10 22.66%
OIIHTF?"J.W&O“ .
mlz--> 50 100 150 200 250 300 350 400 450 500 550 26.00

8270-BG122123.M Mon Dec 25 03:43:31 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.028 9.93 ng 2213170  Perylene-d12 24.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Octacosanol 410 C28H580 000557-61-9 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 3904 (26.028 min): BG060162.D\data.ms (-3895) (-~ | m/z 57.10 100.00%
57.1
o wwwmﬁwj/\/\\wf\hmwww
T T
1%“ 205.0264.9 ' 2609
obdhbhlily . 205026493209 4158 541 ., 4310 83.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosano
57.0
5000 —— |
’ 26.00
5.0 m/z 83.10 75.17%
ol blLl i) | 181.0237.0294.0 378.0
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308226: Octacosano
83.0
T \
26.00
5000 m/z 55.10 72.72%
9.0
2ol W 1950 2640 3350%920
P H,‘H‘ N I e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #336402: 17-Pentatriacontene — ‘
43.0 26.00
m/z 97.05 69.17%
5000
111.0
. | H | || 167.0224.0283.0 490.0
R o e o —
mlz--> 50 100 150 200 250 300 350 400 450 500 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60162.D

Acqg On : 23 Dec 2023 7:42
Operator : MA/JU

Sample : 05897-01

Misc

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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|
Butane, 2-metho... 3.120 11.7 ng 1067620 1  7.938 1824980 20.0
n-Hexadecanoic ... 18.214 2.0 ng 475061 4 17.321 4664710 20.0
Octacosyl trifl... 21.234 12.3 ng 2661690 5 21.586 4333310 20.0
Dotriacontyl pe... 22.391 13.6 ng 2938400 5 21.586 4333310 20.0
Eicosane 23.860 3.4 ng 750485 6 24.759 4458030 20.0
Behenic alcohol 23.913 17.8 ng 3974010 6 24.759 4458030 20.0
Dodecane, 2-met... 25.911 3.5 ng 791257 6 24.759 4458030 20.0
1-Heptacosanol 26.028 9.9 ng 2213170 6 24.759 4458030 20.0
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