LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acqg On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc :

ALS vial : 8 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_ F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130930.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.269 23 31 38 rvB 512258 651901 28.13%  3.840%
2 5.157 514 522 531 rBV 238659 289677 12.50% 1.706%
3 5.545 583 588 591 rBV 2036971 1872687 80.81% 11.031%
4 6.545 752 758 761 rBV 1848723 1959590 84.56% 11.543%
5 6.922 818 822 825 rBV 654068 511666 22.08% 3.014%
6 7.486 912 918 921 rBV 1333348 1265564 54.61% 7.455%
7 8.122 1020 1026 1036 rBV3 27872 76371 3.30% 0.450%
8 8.210 1036 1041 1044 rVB 717865 672423 29.02%  3.961%
9 9.286 1218 1224 1227 rBV 2596841 2317300 100.00% 13.650%
10 9.969 1335 1340 1344 rBV 918822 779942 33.66% 4.594%
11 10.763 1470 1475 1478 rBV 1595334 1387810 59.89% 8.175%
12 10.863 1489 1492 1497 rVB 77635 71933 3.10% 0.424%
13 11.463 1590 1594 1597 rBV 1036666 820418 35.40%  4.833%
14 11.527 1602 1605 1611 rVB3 39145 34858 1.50% ©.205%
15 12.680 1796 1801 1806 rBV 51330 54469 2.35% 0.321%
16 12.910 1834 1840 1843 rBV 42865 42150 1.82% 0.248%
17 13.057 1860 1865 1868 rVB 2608384 2264797 97.73% 13.341%
18 13.951 2013 2017 2022 rBV 51553 45658 1.97% 0.269%
19 14.033 2024 2031 2040 rBV5 39826 136048 5.87% 0.801%
20 14.110 2040 2044 2047 rBV 614091 529219 22.84% 3.117%
21 14.204 2055 2060 2065 rBV2 22807 29267 1.26% 0.172%
22 14.392 2089 2092 2095 rBv2 34032 28251 1.22% 0.166%
23 14.574 2119 2123 2128 rBV 62986 59627 2.57% 0.351%
24 15.045 2199 2203 2207 rVB 153190 165442 7.14% 0.975%
25 15.251 2234 2238 2243 rBV 34407 39306 1.70% 0.232%

26 15.386 2253 2261 2263 rBV5 59468 147714  6.37%
27 15.621 2296 2301 2309 rBV 292914 385380 16.63%

OrRr N
N
N
(]
3R

28 15.868 2337 2343 2349 rBV 197234 282598 12.20% 665%
29 16.333 2413 2422 2423 rBV8 22065 54200 2.34% 319%
Sum of corrected areas: 16976266
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130930.D\data.ms
2500000

5.545

2000000 6.545

1500000 7 486

1000000

6.922

500000 2.269

5.157

0\\‘\\H‘HH’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘\\H‘HH‘\H}"\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘H\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF130930.D\data.ms
2500000 9.286 13.p57

2000000

10.763
1500000

11.463
1000000 9.969

8.210

500000

. 8.1 | LE).JE\;GB 11.527 12.68029&%
4 T — 7 - T L ‘ — — L
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF130930.D\data.ms

2500000

2000000

1500000

1000000

14.110

500000
15.621

15.868
15.045 q
15.4%1386 16.333

T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T T T T T T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.269 25.48 ng 651901 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
Abundance  Scan 31 (2.269 min): BF130930.D\data.ms (-23) (-) m/z 73.10 100.00%
73.1
5000 43.0
551 87.1
I BEaman i e
‘ 220 240 260
Obrererrerererrrre e L hjz 4305 6.16%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L B
43.0 220 240 260
— 850 87.0 m/z 55.18  31.95%
mo |
O\\\‘\\\\’\\\\‘\\\H“\\\\“‘}\‘\\‘\\f‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
40 5o, 87.0 220 240 260
5000 ’ m/z 87.10 26.18%
29.0
wo |
N e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2245: Silane, tetramethyl- A B
73.0 220 240 260
m/z 41.05 15.48%
5000
43.0
150 290 17 599
[ S WM NI | MM\ BN e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.157 11.32 ng 289677 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 522 (5.157 min): BF130930.D\data.ms (-514) (-) m/z 43.00 100.00%
43.0
59.1
5000
101-1 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 83.0 ‘ 4.80 5.00 5.20 5.40
Obrrrrrer el et e tirs e M/z 59,10 58.41%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L S L B B I
4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.49%
0 29\0 Ly m‘ 83\0
H‘HH‘\\H‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R ERmamEREEEEE
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.26%
41.0
27.0 101.0
oH_H‘l““H“u‘m"ummﬂ?:wmwwww_ww_w
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester  EAEEAAREEES R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.57%
5000 41.0
0 \H \‘ \‘ Ly 3.0 12§'0 142.0 A
R Eam B e e s RRAARSENRY e A e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44

Operator : CG\JU

Sample : N5310-20

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
812 2.27ng 76371 Naphthalene-ds 8.210
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 CgHiso3 600112-34-5 80
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

3 Ethylene glycol monoisobutyl ether 118

C6H1402

004439-24-1 50
000143-22-6 45
000112-73-2 43

m/z 57.10 100.00%

/\'\ W
A4
7.80 8.00 8.20 8.40
m/z 45.10  96.28%

7.80 8.00 8.20 8.40

m/z 41.00 44.66%

7.80 8.00 8.20 8.40

m/z 56.00 22.19%

It A
T

7.80 8.00 8.20 8.40

m/z 75.00  21.50%

l

4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204
5 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603
Abundance Scan 1026 (8.122 min): BF130930.D\data.ms (-1020) (-)
57.1
5000 41.
75.0
LDl %5
Y I Y| T
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0
75.0
O T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ ‘1‘0(}:‘)"0‘1‘1‘6,‘0‘1‘3‘2-‘0‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
5000
89.0
29.0
73
ol U P ) w90 o
miz-> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
5000
41.
75.0
miz--> 20 40 60 80 100 120 140

7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.033 5.14 ng 136048  Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Octacosyl acetate 452 C30H6002 018206-97-8 89
3 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 87
4 1-Hexacosene 364 C26H52 018835-33-1 87
5 Behenic alcohol 326 C22H460 000661-19-8 76
Abundance Scan 2031 (14.033 min): BF130930.D\data.ms (-2024) (- m/z 55.05 100.00%
55.0
5000 11.1 MAMWMMWWK/\xMMJKMAMWM
N \
‘ 234.0 14.00
0 Hmph‘m i WA L Wiz 43.18 98.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0
5000 11.0 1 T
14.00
m/z 57.00 81.84%
O \\\‘\M‘\‘\\\““‘\‘\'\1‘6\7\\0\’\\\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326466: Octacosyl acetate
43.0 97.0
N \
14.00
5000 m/z 83.05 80.30%
0 | ) \‘H\Jl'w \\ A 1209 0 264.0 320.0 392.0 452.1
—4 ““ e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #295270: Bromoacetic acid, octadecyl ester —— ‘
43.0 14.00
m/z 69.05 75.39%
7.0
5000
UL asso a0
omwwm‘u,wa_m_m_”w —
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44

Operator : CG\JU

Sample : N5310-20

Misc

ALS vial : 8

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Octadecane Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
14.574 2.25 ng 59627  Chrysene-di12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2123 (14.574 min): BF130930.D\data.ms (-2119) (- m/z 57.05 100.00%
57.0

i

5000
14.50
ol “‘ L “L pi0Fi8s2203 21l m/z 43.05 61.84%
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 B ‘
14.50
m/z 71.05 59.30%
0 \“\ } “‘\“U‘ \“‘\““ \“‘ \JT\ { ‘(‘)\1\8\3\0‘ T \2\5‘4\9\ L L B B B

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

%

Abundance #287350: Octadecane, 1-iodo-
14.50
5000 m/z 85.05 43.61%
155.0 253.0
L e BP0
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 ‘
57.0 14.50
m/z 41.05 25.03%
h WLMJ\
ol |} H d141918302250 281.0 337.0 394.
“““““““““‘““““““““““ —
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF102722.M Thu Nov 03 12:29:15 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 6 Oxirane, hexadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.045 8.59 ng 165442  Perylene-di12 15.627
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 17-Octadecenal 266 C18H340 056554-86-0 91
4 Eicosanal- 296 C20H400 002400-66-0 90
5 18-Nonadecen-1-0l 282 C19H380 1000142-89-2 87
Abundance Scan 2203 (15.045 min): BF130930.D\data.ms (-2199) (- m/z 57.10 100.00%
57.1
1
15.00 |
38.1 :
- L LI L2981 2630 8620 ./, 43.05  82.18%
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
5000 — :
15.00
m/z 82.10 68.56%
24.0
0 166.0 208.0 250.0
miz--> 50 100 150 200 250 300 350
Abundance #158569: Octadecana
43.0 82.0
T T
15.00
5000 m/z 55.05 58.62%
oL LN T om0 22000
m/z--> 50 100 150 200 250 300 350
Abundance #155912: 17-Octadecenal T
82.0 15.00
43. m/z 96.10 51.73%
5000
23.0 252.0
0 T e RO o
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.251 2.04 ng 39306 Perylene-di2 15.627
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Nonadecane 268 C19H40 000629-92-5 72
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 64
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Decane, 1-iodo- 268 C10H21I 002050-77-3 62
Abundance Scan 2238 (15.251 min): BF130930.D\data.ms (-2234) (- m/z 57.05 100.00%
57.0
99.0 — ——
‘ ‘ | 155.0 197 02211 o84 15.00 15.50
0 ‘M ’u“ Umhh‘ ‘L‘\ g vy ‘\\‘u‘ : “Mim‘m T — L ‘h‘. m/z 43.05 58.87%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 —r— —
15.00 15.50
99.0 m/z 85.05 54.72%
270, H L u‘ | 1410 1830 2400
o4 ‘\"‘\‘\‘\“\‘\d\‘\ r‘“”\‘\ \‘\‘\\\}‘\\\\
m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane
57.0
— —
15.00 15.50
5000 m/z 71.00 52.29%
99.0
oL 2O LLIT, da0 o asso.
m/z--> 50 100 150 200 250
Abundance #188718: Sulfurous acid, butyl undecyl ester —— ——
57.0 15.00 15.50
m/z 55.00 22.43%
- M
99.0
155.0
m/z--> 50 100 150 200 250 15.00 15.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\

BF130930.D
: 02 Nov 2022 14:44
: CG\JU
: N5310-20
: 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosanol Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
15.386 7.67 ng 147714  Perylene-di12 15.627
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 1-Heneicosanol 312 C21H440 015594-90-8 83

Abundance Scan 2261 (15.386 min): BF130930.D\data.ms (-2253) (- m/z 57.05 100.00%
57.0
11.1
— —
H ‘ 165.1207.1 2531 300.1 15.00 15.50
o] \“m‘\ ‘ u h\hh“ \Hh\‘\ \\‘m‘w iy \‘n‘u‘u\ L u‘\ e } R Mt ITI/Z 55.05 75.90%
m/z--> 50 1 150 200 250 300 350 400
Abundance #308225: Octacosanol
57.0
5000 1.0 \‘ T
15.00 15.50
m/z 83.05 73.16%
ol \H \ | M 4159019502360 29203340 392.0
\\\‘ \‘\\T\‘\\\‘\\\ \\\\\\\!‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314818: Heptafluorobutyric acid, pentadecyl ester
57.0
— —
15.00 15.50
5000 m/z 43.05 71.32%
111.0
‘ ‘ 2100
SIREE ) D UUE . O L
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol o —
57.0 15.00 15.50
m/z 97.10 66.81%
111.0
5000
ol it LL L1} 1 15%0195.0036.0278.03200 3780
i “‘ e o e e e P e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 1,19-Eicosadiene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.868 14.67 ng 282598  Perylene-di12 15.627
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
4 1,13-Tetradecadiene 194 C14H26 021964-49-8 87
5 Eicosanal- 296 (C20H400 002400-66-0 83
Abundance Scan 2343 (15.868 min): BF130930.D\data.ms (-2337) (- m/z 57.10 100.00%
57.1
. MN&MWAWMVA»MMJKM/M
11.1 — —
‘ H 1 15.50 16.00
oL ALLLY 435 flied2 2641 3624 . 435 97.41%
miz-> 50 100 150 200 250 300 350
Abundance #171302: 1,19-Eicosadiene
55.0
5000 — ——
15.50 16.00
m/z 82.10 71.53%
oed L LLELIF70m00 2300
miz--> 50 100 150 200 250 300 350
Abundance #158569: Octadecana
43.0
= F=p
6.0 15.50 16.00
5000 m/z 55.10 68.74%
2220
‘ \‘ h H‘h ‘\ Hu i \ m (\) 268 O
oLl e tr ke
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl- — ——
82.0 15.50 16.00
41 m/z 83.05 50.52%
I H\ \]m | 1660 222.0263.0
ol e — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acq On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 10 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.333 2.81 ng 54200 Perylene-di2 15.627
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Octadecyl propyl ether 312 C21H440 1000406-28-0 86
3 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 80
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 74
5 Isobutyl tetratriacontyl ether 551 C38H780 1000406-33-7 72
Abundance Scan 2422 (16.333 min): BF130930.D\data.ms (-2413) (- m/z 57.10 100.00%
1.1
2 M
111.1
— ——
‘ 23.0 285.0 354.9 16.00 16.50
0 H“‘m m‘“W\H”‘W WAL m/z 55.00  94.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — —
16.00 16.50
m/z 71.05 64.70%
0 H M | 41530 210.0 267.0321.0 490.(
\\‘\\\\‘\\\\‘\\\\‘\\\‘!1\‘ \\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215089: Octadecyl propyl ether
43.0
— ——
16.00 16.50
5000 m/z 41.00 60.90%
oLt HT JUE L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #289288: Oxalic acid, allyl octadecy! ester — —
41.0 16.00 16.50
m/z 43.10 59.09%
5000
7.0
ol asse o e
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130930.D

Acqg On : 02 Nov 2022 14:44
Operator : CG\JU

Sample : N5310-20

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.269 25.5 ng 651901 1 6.922 511666 20.0
2-Pentanone, 4-... 5.157 11.3 ng 289677 1 6.922 511666 20.0
Ethanol, 2-(2-b... 8.122 2.3 ng 76371 2 8.210 672423 20.0
1-Heneicosanol 14.033 5.1 ng 136048 5 14.110 529219 20.0
Octadecane 14.574 2.3 ng 59627 5 14.110 529219 20.0
Oxirane, hexade... 15.045 8.6 ng 165442 6 15.627 385380 20.0
Heptadecane 15.251 2.0 ng 39306 6 15.627 385380 20.0
Octacosanol 15.386 7.7 ng 147714 6 15.627 385380 20.0
1,19-Eicosadiene 15.868 14.7 ng 282598 6 15.627 385380 20.0
17-Pentatriacon... 16.333 2.8 ng 54200 6 15.627 385380 20.0
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