LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54713.D

Acqg On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N414e-01

Misc : LINDEN-MR-B1B-SP

ALS Vvial : 15 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-BG082222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO54713.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.696 402 410 420 rBV 669746 1095193 25.33% 4.751%
2 7.300 674 683 693 rVB 689677 1185899 27.43% 5.145%
3 8.158 822 829 841 rVB 208162 372999 8.63% 1.618%
4 9.333 1020 1029 1042 rBV 403216 746101 17.26%  3.237%
5 10.984 1302 1310 1316 rBV 293966 535596 12.39% 2.324%
6 11.037 1316 1319 1326 rVB 39626 67361 1.56% 0.292%
7 13.417 1717 1724 1734 rVB 1097479 1707556 39.50% 7.408%
8 13.599 1748 1755 1764 rBV9 22391 65955 1.53% 0.286%
9 14.210 1855 1859 1864 rBv2 57793 90285 2.09% 0.392%
10 14.539 1910 1915 1919 rBV6 29647 56013 1.30% 0.243%

11 14.621 1924 1929 1934 rVB3 65288 110358 2.55%
12 14.792 1953 1958 1964 rVB 435101 699987 16.19%
13 14.856 1964 1969 1976 rBV 75973 154068 3.56%
14 16.272 2205 2210 2218 rBV 744457 1156454 26.75%
15 17.535 2420 2425 2429 rBV 490253 780169 18.05%
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16 17.582 2429 2433 2439 rVB 353972 572825 13.25%
17 18.411 2571 2574 2578 rBV ~ 338594 462066 10.69%
18 19.609 2774 2778 2783 rVB 441342 662397 15.32%
19 19.956 2834 2837 2844 rVB 384159 557707 12.90%
20 20.144 2864 2869 2875 rVB 1543955 2079515 48.10%
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21 21.119 3032 3035 3040 rVB 711239 893187 20.66%
22 21.448 3087 3091 3099 rVB 1113042 1556814 36.01%
23 22.283 3229 3233 3238 rVB 512205 783576 18.12%
24 22.682 3295 3301 3313 rVB3 638470 1502843 34.76%
25 24.251 3563 3568 3574 rVB 430370 831376 19.23%
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26 31.825 4841 4857 4876 rVB4 754908 4323232 100.00% 18.756%

Sum of corrected areas: 23049532
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54713.D

Acq On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N414e0-01

Misc : LINDEN-MR-B1B-SP

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance .
2500000 TIC: BG054713.D\data.ms

2000000
1500000

1000000
5.696 7.300

500000 9.333
8.158

10.984
11,037

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

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG054713.D\data.
2500000 \data.ms 20.1144

21.448
2000000
21.119

1500000

19.6069.95 22.28%2.68:

13.417 MW/\/\/\«
1000000 16.272 18.411

14.792

500000

856
3.509 14.214%

R

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 .
2500000 TIC: BG054713.D\data.ms

2000000

1500000

24.251 31.825

W

1000000

500000

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54713.D

Acq On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N414e0-01

Misc : LINDEN-MR-B1B-SP

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.210 2.58 ng 90285  Acenaphthene-d1e 14.792
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 50
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
4 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 32
5 2-Anthracenamine 193 C14H11N 000613-13-8 22
Abundance Scan 1859 (14.210 min): BG054713.D\data.ms (-1855) (- | m/z 193.20 100.00%
193.2
69.1
5000 411 951 1231
1400 1450
If \‘ Ll \‘ g 163.1 = o
0 bl gl bl B Sl m/z 69.10  63.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
14.00 14.50
m/z 55.10 48.32%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
—— ——
123.0 14.00 14.50
5000 m/z 123.10 46.88%
150.0
95.0
olaro, 20 00 | Ll
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe —— ——
123.0 193.0 14.00 14.50
m/z 41.10 44.70%
41.0
5000 83.0
0 165.0
- T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54713.D

Acq On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N414e0-01

Misc LINDEN-MR-B1B-SP

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl4.621 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.621 3.15 ng 110358  Acenaphthene-di0 14.792
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 90
2 6-Acetamido-1,4-benzodioxane 193 C10H11NO3 063546-19-0 38
3 1,19-Eicosadiene 278 C20H38 014811-95-1 38
4 Bicyclo[2.2.1]heptane-2,5-dione,... 166 C10H1402 004230-32-4 18
5 2-Butenamide, N-(4-fluorophenyl)... 193 C11H12FNO 1000307-26-7 14
Abundance Scan 1929 (14.621 min): BG054713.D\data.ms (-1924) (- | m/z 193.20 100.00%
193.2
5.1 1091
5000
151.1
— —
14.50 15.00
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 T T
14.50 15.00
m/z 69.10 71.99%
O EsPO \H‘\’\!H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260280
Abundance #67560: 6-Acetamido-1,4-benzodioxane
93.0 151.0 193.0
—— —
14.50 15.00
5000 430 m/z 109.10 68.67%
0 m‘H‘“}‘Mu\lww‘luwl‘wlm‘H"H‘,‘J!"HH_H“,‘WH_MW_‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171302: 1,19-Eicosadiene —— —
55.0 14.50 15.00
m/z 41.10 65.57%
6.0
5000
0 26/0| ‘ IR P 166.0 208.0 250.0279.(
HWH‘WH‘_‘H_HW‘HWHH,HH_H‘_HWH‘WHH_‘H_HW“ e e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54713.D

Acq On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N414e0-01

Misc LINDEN-MR-B1B-SP

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.411 11.85 ng 462066  Phenanthrene-d10 17.535
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Octadecanoic acid 284 C18H3602 000057-11-4 64
Abundance Scan 2574 (18.411 min): BG054713.D\data.ms (-2571) (- | m/z 73.10 100.00%
43.1 73.1
5000
129.1 192.1
—
256.1 . 18.50
ol I LJMV N ,5‘9@”«“”‘!““\ Héz“*:l‘ 290 sz 6e.05  93.83%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 T
129.0 18.50
213.0 m/z 43.10 92.14%
171.0 ‘
0’ \‘M} ”\“ T “\ \“ \‘\H“ T “\ i "\ T T
m/z--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 T
18.50
5000 129.0 m/z 57.16 80.51%
185.0
H 228.0
\‘ W HM ‘u““ uhH\ M A ‘
R
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 18.50
m/z 55.10 75.90%
5000 1230 WMM/WNMAAANw\NJMWm»
‘ 199.0 24200
oL “\‘ W’H‘H “H“Hw‘ Mhmw M\‘u} “"1‘61" ;“ ‘i — “\’ e —
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\BG082322\
Data File : BG@54713.D

Acq On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N414e0-01

Misc LINDEN-MR-B1B-SP

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Tetracosanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.119 11.47 ng 893187  Chrysene-d12 21.836
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosanal 352 C24H480 057866-08-7 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Tetradecanal 212 C14H280 000124-25-4 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 3035 (21.119 min): BG054713.D\data.ms (-3032) (- | m/z 57.10 100.00%
57.1
A
7.1 236 1 : .
oL MLRALIETT 1801 23612781 3351 4316 96.23%
m/z--> 50 100 150 200 250 300 350
Abundance #262002: Tetracosanal
57.0
5000 6.0 T T
21.00 21.50
m/z 82.10 73.69%
38. 334.0
O T ‘\ \“‘ T “ m ﬂ[\ “\ ‘“‘ \1\8\() \0‘2\2\2\0\ ‘ \2\78\9‘ L \‘\ ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal
43.0
—— —
82.0 21.00 21.50
5000 m/z 55.10 71.86%
, 240 1940 2500 M
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl- T T
43.0 82.0 21.00 21.50
m/z 41.10 52.95%
- M
24.0
0 166.0 222.0264.0
- T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54713.D

Acq On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N414e0-01

Misc : LINDEN-MR-B1B-SP

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1-Octadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.448 20.00 ng 1556810  Chrysene-d12 21.836
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 94
2 1l-Hexacosene 364 C26H52 018835-33-1 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 3091 (21.448 min): BG054713.D\data.ms (-3087) (- | m/z 57.10 100.00%
57.1
5000 ¢
11.1 —
21.50
228.1
- “u A ldeal  SPT 2801 3443 n; 43.10  80.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
57.0
5000 T
11.0 21.50
m/z 55.10  75.93%
O T \‘\ ‘ “ T “\‘ ] 1\ \“‘\]‘W?ﬁ.?q-g\?’.p\ \2\5“2\.(\)\ T ‘ T T ‘ L ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
——
21.50
5000 11.0 m/z 83.10 64.77%
ol LLLLLLI iy 16702100 2020 3640
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester ——
57.0 21.50
m/z 69.10 58.81%
5000 11.0 M\f
LT
ol bbby Ly T apozss0  aoe -
m/z--> 50 100 150 200 250 300 350 400 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 15

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
BGO54713.D

: 23 Aug 2022 19:03

: CG/JU

: N4l140-01

Quant Method :

Quant Tit

TIC Libra

le

ry

Sample Multiplier: 1

LINDEN-MR-B1B-SP

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Heptacosanal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.283 10.07 ng 783576  Chrysene-d12 21.836
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosanal 352 (C24H480 057866-08-7 94
2 Heptacosanal 394 (C27H540 072934-03-3 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3233 (22.283 min): BG054713.D\data.ms (-3229) (- | m/z 57.10 100.00%
57.1
—— —
H\ 1651 229.1 28 22.00 2250
omp AdLi 1651 229128113342 3883 ./, 43.10  82.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #262002: Tetracosanal
57.0
5000 —r ——
22.00 22.50
100 m/z 82.10 75.69%
334.0
O\‘\ “‘\‘!‘ “m H“}F"‘ﬁ.\\o\\‘2\2\2\(\)‘\2\7§9‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298411: Heptacosana
82.0
—— —
22.00 22.50
5000 m/z 55.10 70.12%
376.0
7.0
anll ‘H “ 222.0 320.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158567: Octadecanal T ——
43.0 22.00 22.50
m/z 83.10 50.97%
96.0
5000
LD DNE 2t T I
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54713.D

Acq On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N4140-01

Misc LINDEN-MR-B1B-SP

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.682 19.31 ng 1502840  Chrysene-d12 21.836
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 3301 (22.682 min): BG054713.D\data.ms (-3295) (- | m/z 55.10 100.00%

5[:
07.1
5000

T —
39.1 242.1 22.50 23.00

ol AMKLALEYS 2961 ) 8081 3862 .., 57.10  92.41%
m/z--> 50 100 150 200 250 300 350
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 — ——

22.50 23.00
m/z 43.10  88.46%
\

o UL 2058200002660
\\\\‘1\\‘ T\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1

57.0

— —
22.50 23.00
5000 1.0 m/z 83.10  87.97%
oL L LL LT om0z soso j\L
m/z--> 50 100 150 200 250 300 350
Abundance #161350: 1-Octadecanol T —
43.0 22.50 23.00
97.0 m/z 97.10  78.00%
h ‘ ](39 0180, 0224 0
ow““uH_‘“‘mH_me,””_m — —
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54713.D

Acq On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N414e0-01

Misc : LINDEN-MR-B1B-SP

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Octadecane, 5,14-dibutyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.251 20.00 ng 831376  Perylene-di12 25.226
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 94
2 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 94
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
5 9-Methylheneicosane 310 C22H46 070475-51-3 91

Abundance Scan 3568 (24.251 min): BG054713.D\data.ms (-3563) (- | m/z 57.10 100.00%

57.1
5000

— —
‘ ] ‘1 410 107 24.00 24.50
ol A dhh Ly 30 1072 270.131623632410. 10 71 10 63.96%
miz--> 50 100 150 200 250 300 350 400
Abundance #275553: Octadecane, 5,14-dibutyl-
43.0
5.0
5000 — —
24.00 24.50

m/z 43.10 61.02%

309.0
O T ‘ “ hh‘ \“h\ h‘ \“ T h\ “ %\6\9 \0\2‘]-\1-\0\ \%6\6\ (\)\ ‘ ‘\ T \:3‘6\4.\ O\\ ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #298428: Eicosane, 9-octyl-
43.0

T
24.00 24.50

5000 5.0 m/z 85.10 45 .33%
281.0
ol Ll (127080 B8 | aps03650
m/z--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo- e P
57.0 24.00 24.50

m/z 55.10  24.19%

. /L-&J\/\\/K/\

‘ 183.0
\‘u dh \\ \ 31410 | 310.0

T T
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54713.D

Acq On : 23 Aug 2022 19:03

Operator : CG/JU

Sample : N414e0-01

Misc : LINDEN-MR-B1B-SP

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 D-Friedoolean-14-en-3-o0l Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
31.825 104.00 ng 4323230  Perylene-di2 25.226
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 D-Friedoolean-14-en-3-0l 426 C30H500 081654-73-1 80
2 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 52
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 50
4 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 49
5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 43
Abundance Scan 4857 (31.825 min): BG054713.D\data.ms (-4841) (- | m/z 204.15 100.00%
204.2
135.1
5000
= —
31.50 32.00
0! m/z 135.05 68.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #316518: D-Friedoolean-14-en-3-ol
204.0
135.0
5000 302.0 — —
69.0 31.50 32.00
m/z 55.10 57.54%
057 426.( /
ol 367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
204.0
41.0 — S
31.50 32.00
5000 3.0 m/z 133.05 56.66%
WL
oL
m/z--> 50 100 150 200 250 300 350 400
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph — ——
204.0 31.50 32.00
91.0 m/z 69.10 56.15%
41.0
5000 350
o! * — —
m/z--> 50 100 150 200 250 300 350 400 31.50 32.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\

Data File : BG@54713.D

Acqg On : 23 Aug 2022 19:03
Operator : CG/JU

Sample : N4140-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT

699987
699987
780169
1556810
1556810
1556810
1556810
831376

20.
20.
20.
20.
20.
20.
20.
20.

LINDEN-MR-B1B-SP

TIC Top Hit name RT EstConc Units Response |#
Decahydro-1,1,4... 14.210 2.6 ng 90285 3
unknownl4.621 14.621 3.1 ng 110358 3
n-Hexadecanoic ... 18.411 11.9 ng 462066 4
Tetracosanal 21.119 11.5 ng 893187 5
1-Octadecene 21.448 20.0 ng 1556810 5
Heptacosanal 22.283 10.1 ng 783576 5
1-Nonadecene 22.682 19.3 ng 1502840 5
Octadecane, 5,1... 24.251 20.0 ng 831376 6
D-Friedoolean-1... 31.825 104.0 ng 4323230 6
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831376

20.
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