LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acqg On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc :

ALS Vvial : 4  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-BG110122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55469.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.273 331 338 345 rBV 53683 82723  4.32% 0.637%
2 5.761 414 421 432 rBV 425931 698098 36.43% 5.372%
3 7.383 690 697 711 rBV 422754 723963 37.78% 5.571%
4 8.229 835 841 849 rVB 87621 144208 7.53% 1.110%
5 9.404 1033 1041 1050 rBV 249059 442290 23.08%  3.404%

6 10.820 1273 1282 1292 rBV 22327 44900 2.34%
7 11.061 1315 1323 1329 rBV 112648 202278 10.56%
8 13.475 1727 1734 1741 rVB 748479 1129881 58.97%
9 13.722 1771 1776 1782 rVB2 29786 46137 2.41%
10 14.844 1961 1967 1975 rBV ~ 188815 292937 15.29%
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11 16.331 2213 2220 2232 rBV 613429 1044438 54.51%
12 16.895 2310 2316 2331 rVB3 39834 147421 7.69%
13 17.582 2427 2433 2438 rBV 252675 369544 19.29%
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14 18.428 2570 2577 2595 rVB 353517 1078646 56.29% 300%
15 18.987 2669 2672 2683 rVB 32854 62330  3.25% 480%
16 19.357 2732 2735 2739 rBV 42844 49073 2.56% ©.378%
17 19.680 2783 2790 2814 rVB 458196 1253110 65.40% 9.643%

18 20.156 2865 2871 2876 rVB 1458080 1916094 100.00% 14.745%
19 20.432 2913 2918 2925 rVB 101099 182029 9.50% 1.401%
20 20.920 2998 3001 3005 rvVB2 23108 25556  1.33%
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21 21.172 3039 3044 3048 rBV 123145 250984 13.10%
22 21.213 3048 3051 3062 rVB 115343 194269 10.14%
23 21.343 3066 3073 3079 rVV 181126 380792 19.87%
24 21.413 3079 3085 3091 rVVv3 119233 292403 15.26%
25 21.466 3091 3094 3111 rVB3 46964 108712 5.67%
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26 21.848 3153 3159 3166 rBV 269861 483050 25.21%
27 22.083 3194 3199 3209 rVB 120757 247058 12.89%
28 23.105 3366 3373 3382 rVB2 102020 258882 13.51%
29 24.304 3569 3577 3588 rVB2 88966 289885 15.13%
30 25.215 3725 3732 3753 rVB2 172236 553396 28.88%
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Sum of corrected areas: 12995087
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055469.D\data.ms
1400000

1200000
1000000
800000

600000
5.761 7.383
400000
9.404

8.229 11.061
5.273 10.82

0‘\““\““\“““H‘\HH\HH\HH\HH\HH\HH\HH\HH\HH\‘H‘\H‘/\"_THH\HH\HH\HH

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055469.D\data.ms

200000

20.156
1400000

1200000

1000000

8000007 13.475

16.331

600000 19.680

400000 21.848

%3 2.083
9.35 21466
ll3.722 18.98¥ 20 920

CH\\‘v\/\\u‘uu‘uu‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH e L O B

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055469.D\data.ms

200000

1400000
1200000
1000000
800000
600000

400000
25.215

20000023.105 24.304

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.273 11.47 ng 82723 1,4-Dichlorobenzene-d4 8.229

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 338 (5.273 min): BG055469.D\data.ms (-331) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 \\\‘\\\\‘\\\\’\\\\‘\\\\
'y 650 ‘ 500520540560
L m/z 59.08  66.13%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B B LR
5.00 5.20 5.40 5.60
59.0 m/z 101.08  23.90%
101.
27.0 ‘ H 83.0 0‘ 0
0\\\\‘\“\H\\“‘1\\‘1‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
P
5.00 5.20 5.40 5.60
5000 m/z 58.00 16.50%
101.0
o 180 . 600 840
e T T T e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester  EAEEmaREE S
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.98%
5000 41.0
126.0
SR {7 -R  VU | PR
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.820 4.44 ng 44900 Naphthalene-d8 11.061
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 43
5 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 35
Abundance Scan 1282 (10.820 min): BG055469.D\data.ms (-1273) (- | m/z 57.00 100.00%
57.0
5000
41.0
75.0 L i
101.0 10.50 11.00
0 N : m!“‘“u M!“u‘ JH‘ Ay 1310‘ —~—  m/z 45.00 95.87%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — ——
29.0 10.50 11.00
75.0 m/z 41.00  36.41%
0 T \‘H“\‘ T “‘H‘\ \‘! ‘UH\ \‘1“\“ \“\‘ \er(f:‘).\Owlwlwel‘Owlw\?’iz.\o‘ T
miz--> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
10.50 11.00
5000 m/z 75.00 21.10%
41.0
75.0
oL 180 L‘\ k) ‘ | 100.0 118.0
e
m/z--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — ——
45.0 10.50 11.00
m/z 56.00 17.47%
5000
89.0
29.0
73
OO 0 N I Y S 1
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.722 3.15 ng 46137  Acenaphthene-d10 14.844
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 53
3 Acetaminophen 151 C8HINO2 000103-90-2 53
4 benzenamine, 3-[(tetrahydro-2H-p... 193 C11H15NO2 1010400-28-1 43
5 Allyltrivinylsilane 150 C9H14Si 115946-69-5 43
Abundance Scan 1776 (13.722 min): BG055469.D\data.ms (-1771) (- | m/z 43.00 100.00%
30 109.0
151.1
5000
——
| | 85"0‘ 13.50 14.00
0“‘_‘HUWmWWM‘MMUhywm‘ﬁ‘ﬂu“h,uw‘_“w‘u‘, m/z 109.00 82.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L. ——
13.50 14.00
69.0 m/z 151.05 56.84%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“iH‘\‘\ “\ ! \“ T 1 T \‘\ T ‘Jr??\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0 /\
T
13.50 14.00
5000 151.0 m/z 41.00 16.66%
43.0
80.0
150 | [ | |
(O B o I R R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen T —
109.0 13.50 14.00
m/z 57.00 16.31%
5000 151.0
43.0 80.0
ELE. S N SO B
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 Octadecanamide Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

16.895 7.98 ng 147421  Phenanthrene-di10 17.582

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 80
2 Hexadecanamide 255 C16H33NO 000629-54-9 76
3 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 59
4 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1000367-11-4 47
5 Tetradecanamide 227 C14H29NO 000638-58-4 45

Abundance Scan 2316 (16.895 min): BG055469.D\data.ms (-2310) (- | m/z 59.00 100.00%

59.0
5000

|70 0 s 2902 g 1650  17.00
AL e T T BBz 72,00 49.05%
miz--> 50 100 150 200 250

Abundance #177476: Octadecanamide
59.0

o

5000 /\/\ A NVVV"
16. 50 17 00

m/z 43.00 43.27%

T ‘\29\ 0 ‘ H! \H‘ T H‘\ ‘i‘ \lezf (\) T t \‘1\9?(\) T 2\4?? T \28\?)\(
m/z--> 100 150 200 250
Abundance #142060: Hexadecanamide

59.0

o

— ——
16.50 17.00
5000 m/z 41.00 27.61%

290/ || | 9801280 4700 2120 2550

o) Sttt I ) O L it
m/z--> 50 100 150 200 250

Abundance #46324: Heptanamide, 4-ethyl-5-methyl- “ ——
59.0 16.50 17.00

m/z 55.00 24.57%

5000

aul/l ‘ 1710
ob— \1* S L S B B L S S T *

miz--> 100 150 200 250 16.50 17.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\

BGO55469.D
5 Nov 2022 13:57
: CG/JU
: N5310-17
: 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 5 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.429 58.38 ng 1078650  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2577 (18.428 min): BG055469.D\data.ms (-2570) (- | m/z 73.00 100.00%

73.0
43.0
5000 129.0
213.1
——
‘ HH | 1711 256.1 18.50
oL \hJMW MN”W&”NW\J‘L i‘kH\‘\‘M “L‘ . m/z 60.00 78.91%
0

5000
129.0 18.50

213.0 m/z 43.00 78.22%
i
‘ wl b ‘

m/z--> 5 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
L,

‘ ‘ 171.
MHW\Mhmmm | |
O T ‘ T T T T ‘

50
73.0

.0

50

m/z--> 100 150 200 250
Abundance #92069: Tridecanoic acid
——
« 18.50
5000 129.0 m/z 55.00 66.28%
171.0
‘ ‘ 214.0
0, “HM‘ dm“\ ‘\\\H‘ h} “ ‘n“ L ‘ — “\ T —
m/z--> 100 150 200 250
Abundance #109284: Tetradecanoic acid ——

.0 18.50
m/z 41.00 64.38%

73
129.0
5000 43.0
185.0 5550 /JL
‘\M‘“‘ ‘h‘\“ ‘M‘\‘ i ‘ | m“
50

T
100 150 200 250 18.50

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 1,4-benzenedicarboxylic aci... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.987 3.37 ng 62330  Phenanthrene-d1e 17.582
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 86
2 1,4-benzenedicarboxylic acid, mo... 208 C11H1204 1000400-56-6 64
3 Phthalic acid, di(hept-3-yl) ester 362 C22H3404 1000357-00-0 64
4 Phthalic acid, 4,4-dimethylpent-... 516 C33H5604 1000371-12-8 64
5 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 64
Abundance Scan 2672 (18.987 min): BG055469.D\data.ms (-2669) (- | m/z 149.00 100.00%
149.0
5000
57.0 /\/\ S
. 19.00
LL12BE | assg 2 ;
o ——dpledpd iy b A e m/z 167.00  28.28%
m/z--> 50 100 150 200 250 300 350
Abundance #295608: Bis(2-ethylhexyl) phthalate
149.0
5000 \A T T T T \A A T A
19.00
57.0 m/z 57.00 22.15%
104.0 279.0
0+ \H‘h‘\ ‘\“‘\h\ “‘\“\“\‘\ = L \‘\ L L \3\99‘(
miz--> 50 100 150 200 250 300 350
Abundance #84550: 1,4-benzenedicarboxylic acid, mono(1-methyleth
149.0
——
19.00
5000 m/z 70.00 15.76%
43.0
‘ H 104_q 208.0
o N —
m/z--> 50 100 150 200 250 300 350
Abundance #271773: Phthalic acid, di(hept-3-yl) ester ——
149.0 19.00
m/z 71.00 13.56%
5000
. 579 1040 265.0
\‘\\““\\‘\\“‘\\\\\‘\\\‘\\\\‘\‘\\\‘\\\\‘\\\\ \‘\
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 11-Octadecenoic acid, methy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.357 2.66 ng 49073 Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 64
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 58
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 53
4 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 52
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 52

Abundance Scan 2735 (19.357 min): BG055469.D\data.ms (-2732) (- | m/z 55.00 100.00%

58.0
5000
264.1
1801 - T
370 2222 ‘ 19.00 1950
0! M“M ‘” A ‘ b, b “‘ 1 m/z 41.00 70.72%

miz--> 200 250 300
Abundance #194415 11 Octadecen0|c acid, methyl ester

58.0
5000 — —
19.00 19.50
87. m/z 83.00 61.76%
264.0
\ \H‘ \zﬁ\o\m \ 180 O 222 O h 296 O
- \ T T T T \ \ T ‘ T \ T T ‘ T T T T ‘
100

L

L

0
miz--> 15 200 250 300
Abundance #194417 15-Octadecenoic acid, methyl ester
55.0
P e
19.00 19.50
5000 m/z 69.08  61.28%
264.0
‘ 1220 100 2220 h 2560
oL ‘\‘ ‘; \\ MH \H\H \h s ‘\\ Pt 1‘ P e
m/z--> 150 200 250 300
Abundance #194419: 10—Octadecenoic acid, methyl ester — —
. 19.00 19.50
m/z 74.00 53.49%
5000
264.0
0 — —
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.680 67.82 ng 1253110  Phenanthrene-d10 17.582
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2790 (19.680 min): BG055469.D\data.ms (-2783) (- | m/z 73.00 100.00%

73.0
43.0
5000 129.0
185.1 241.2

—— —
| ‘ 284.1 19.50 20.00
0l \;‘\‘u \\MHH‘”MH‘L w‘n‘\‘”h‘\”‘\ ph ‘L L \‘ Al ‘L‘ : ‘L‘ m/z 43.00 81.40%
m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — ——
19.50 20.00

284.C P
1850 5410 ‘ m/z 60.00  79.34%
L
I I I

oL— “‘ ‘i“[ h . \\‘Hh ‘HM \‘\‘ I, ‘L “\‘ | - \‘ “\ IR
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0

T
19.50 20.00

5000 m/z 57.00 71.95%
129.0
213.0
171.0
0,
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid —— —
73.0 19.50 20.00

m/z 55.00 63.59%

43.0
5000
129.0
185.0 228.0 JJJL
“ \“\ u‘u‘ ul HH‘ uh“ ‘ ‘\
e T

T T
m/z--> 50 100 150 200 250 19.50 20.00

o
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\

BGO55469.D
5 Nov 2022 13:57
: CG/JU
: N5310-17
: 4  Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
: 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 9 Triacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.432 7.54 ng 182029  Chrysene-d12 21.854
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptadecane, 9-octyl- 352 (C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 2918 (20.432 min): BG055469.D\data.ms (-2913) (- | m/z 57.00 100.00%
57.0
. Jb
‘ 20.50
169. 12150 :
0 m_‘w“w Ju““ i, 2669 3410 n/z 71.00  67.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 T
20.50
m/z 43.00 62.93%
\\\‘ \\‘Y\\\‘\\f\‘\\\\‘\\\\‘T\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
——
20.50
5000 m/z 85.05 51.58%
13.
oLl | 1170 1690 2250 2810 337.0 3940
. “““‘“_“““‘w“““‘u“““‘w
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl- —
57.0 20.50
m/z 55.00 30.38%
5000
13.0 239.0
oL Ay L[ 1690 U7 294.0 3520
— “““‘““““H““““““_“““‘ ——
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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@ 13-Docosenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.172 10.39 ng 250984  Chrysene-d12 21.854
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 99
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
3 Palmitoleamide 253 C16H31NO 106010-22-4 78
4 Dodecanamide 199 C12H25NO 001120-16-7 46
51,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 38

Abundance Scan 3044 (21.172 min): BG055469.D\data.ms (-3039) (- | m/z 59.00 100.00%
59.0

5000

S

P =
21.00 21.50

40.0 1841  249.1 294.1 337.2
0 m/z 72.00 79.01%
m/z--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 Pt =
21.00 21.50
m/z 55.00 53.97%
126.0
0- ‘rh‘h‘\ Mh‘}‘ HM‘ \‘“M\ ok ‘;I-\?\O\O\ T \2\4\0‘0\2\77\\0‘ T }3\33?\
m/z--> 50 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
—— —
21.00 21.50
5000 ITI/Z 43.00 35.35%
ot L 382 000, g 10 /J\\JU\/\V
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #139496: Palmitoleamide T —
59.0 21.00 21.50

m/z 69.00 34.17%

5000
126.0 253.0
‘\‘u‘ Ll \L\ | 168‘0 210.0 e

oL ‘\M“ T A e . a  a _— —r
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\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 11 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.213 8.04 ng 194269  Chrysene-d12 21.854
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Nonadecane 268 C19H40 000629-92-5 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 78
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 78

Abundance Scan 3051 (21.213 min): BG055469.D\data.ms (-3048) (- | m/z 57.00 100.00%

57.0
5000

99.0 7 T
141.0 21.00 21.50

183.1 281.0 |
ol “JM“uJ Ll atrn 222 (281D 8400 s 71.00  80.60%

m/z--> 50 100 150 200 250 300
Abundance #141058: Octadecane
57.0

5000 — —
21.00 21.50

m/z 85.05 61.16%

99.0
\‘ ‘ “ ‘\ “\ H‘ \‘ \‘4\ (\) :\1_830 25\40
\\\\‘\\ \\\“\\\\“\\\\‘\\\\‘\\\\
mi/z--> 100 150 200 250 300
Abundance #158597: Nonadecane
57.0

T
21.00 21.50

o

5000 m/z 43.00 61.08%
99.0
0 h H\ “\ H‘ | 3 dl 0 183 O 225.0 268 0
““‘ o A o o e e
m/z--> 100 150 200 250 300
Abundance #123958: Heptadecane T —
57.0 21.00 21.50

m/z 99.00 17.51%

h JKMJMMMMJ/KWWVAWWWwM
99.0
15.0 ‘ i Ly 1410 1830 2400

oL —————— — —
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 12 Tetradecanamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.343 15.77 ng 380792  Chrysene-di12 21.854
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 87
2 Tetradecanamide 227 C14H29NO 000638-58-4 86
3 Hexadecanamide 255 C16H33NO 000629-54-9 86
4 Nonadecanamide 297 C19H39NO 058185-32-3 72
5 Octanamide 143 C8H17NO 000629-01-6 64
Abundance Scan 3073 (21.343 min): BG055469.D\data.ms (-3066) (- | m/z 59.00 100.00%
59.0
‘ 128.0 21‘06 él‘Sd
. 296.1 . .
170.1 240.1 X
ol | Mu‘ﬂ‘ sl Ll 202 1 389 nyz 72.00 57.12%
miz--> 50 100 150 200 250 300
Abundance #177475: Octadecanamide
59.0
5000 — ——
21.00 21.50
m/z 43.00 27.70%
128.0 283.0
OL\S\Q‘\ ‘\H"M ‘\“ \h‘\ ”i‘ \h\ ‘\ T \:\1-8\4\0‘ T \2\49P\ T \‘\ T T
miz—-> 50 100 150 200 250 300
Abundance #108042: Tetradecanamide
59.0
— ——
21.00 21.50
5000 m/z 55.00 17.86%
128.0 184.0
00 Ll 100 100 J\J\M
miz--> 50 100 150 200 250 300
Abundance #142060: Hexadecanamide “ —
59.0 21.00 21.50
m/z 57.00 17.31%
B J/\NJ\
ol Ll 10 1700 2120 2550
et — ——
m/z--> 50 100 150 200 250 300 21.00 21.50

8270-BG110122.M Mon Nov 07 16:33:18 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 13 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.413 12.11 ng 292403  Chrysene-di12 21.854
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Squalene 410 C30H50 000111-02-4 90
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
4 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 3085 (21.413 min): BG055469.D\data.ms (-3079) (- | m/z 69.00 100.00%
69.0
- J\J/L
—
‘ 14T0 2030 3 21.50
ol kbl o). 2030 2810 3411 . 5160 49.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 1
21.50
m/z 41.00 21.00%
137.0
0270 iyl gl 1910 2730 3410 4104
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
——
21.50
5000 m/z 149.00 14.86%
121.0
0270 1 Lil 11,3750 23102730 3410 4104
el B e ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0 2150
m/z 68.00 12.56%
137.0
D
0_7.4 “‘ Ll 2980 —
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On 5 Nov 2022 13:57

Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 14 n-Nonadecanol-1 Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
21.466 4.50 ng 108712  Chrysene-d12 21.854
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 87
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 86
4 Cyclopentadecane 210 C15H3e 000295-48-7 83
5 1-Eicosanol 298 C20H420 000629-96-9 68

Abundance Scan 3094 (21.466 min): BG055469.D\data.ms (-3091) (-

m/z 97.00 100.00%

Abundance  #307572: Heptaﬂuorobutync acid, n-tetradecyl ester

55.0 97.0
5000
—
1530 2131 ,679 21.50
ol il ‘:“‘HM T O m/z 83.00 98.31%
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
41.0
5000 T
21.50
25.0 m/z 55.00 93.33%
UL ses0 om0
O\\‘\‘\“‘\\‘\\H“\‘\“\“‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance  #269424: Pentafluoropropionic acid, tetradecyl ester
57.0
—
21.50
5000 ITI/Z 69.00 89.65%
196.0
s L ‘H\ 19001002010 a0
m/z--> 50 150 200 250 300 350
—

57.0 21.50
m/z 57.00 60.20%
5000 11.0
1690
s UL, T 2o e i
m/z--> 50 100 150 200 250 300 350 21.50

8270-BG110122.M Mon Nov 07 16:33:19 2022
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\

BGO55469.D
5 Nov 2022 13:57
: CG/JU
: N5310-17
: 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 15 Hexacosane Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
22.083 10.23 ng 247058  Chrysene-d12 21.854
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 (C28H58 000630-02-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3199 (22.083 min): BG055469.D\data.ms (-3194) (- | m/z 57.00 100.00%
57.0

-

5000
20 22100 |
4101831 :
ol ‘L“ h i, “L 13 1183122522660 3549  h/; 71.00  73.19%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 S ‘
22.00
00 m/z 43.00 61.63%
oL ‘L‘ |4 1 1410183.02250267.03000 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

-

Abundance #298427: Octacosane
57.0
U \
22.00
5000 ITI/Z 85.05 56.57%
9.0
oL | 1] 141.0183.0225.0 281.0 337.0 394.
el e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —— ‘
57.0 22.00
m/z 55.00 25.66%
- MW“%wka/\mwmeWw%
9.0
oLy L 1#4101830205.0067.0300.0 3650
s B T I R e A ——
m/z--> 50 100 150 200 250 300 350 22.00

8270-BG110122.M Mon Nov 07 16:33:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55469.D

Acq On 5 Nov 2022 13:57

Operator : CG/JU

Sample : N5310-17

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 16 Nonadecane Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
23.105 10.72 ng 258882  Chrysene-di12 21.854
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 4-Methylheneicosane 310 C22H46 025117-29-7 90

Abundance Scan 3373 (23.105 min): BG055469.D\data.ms (-3366) (- | m/z 57.00 100.00%
57.0
' 23.00 23.50
141.0 211.1 : :
0 L‘h ““M“‘L Lifoy 2AAesel 3849 L.; 7160 73.76%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 — ——
23.00 23.50
m/z 85.00 55.18%
9.0
oLl L) 29 1016502250208
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
—— —
23.00 23.50
5000 m/z 43.00 54.94%
141.0
ok b L 1015302250267 03080 3650 MJL
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane 7 ——
57.0 23.00 23.50
m/z 55.00 22.68%
w %Jwﬂwvmmw/\wwwﬁ”MW“W
41.0 338.0
L ooy s I
m/z--> 50 100 150 200 250 300 350 23.00 23.50

8270-BG110122.M Mon Nov 07 16:33:21 2022
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
BGO55469.D
5 Nov 2022 13:57
: CG/JU
: N5310-17
: 4  Sample Multiplier: 1

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 17 Dotriacontane, 1-iodo- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
24.304 10.48 ng 289885 Perylene-d12 25.215
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Triacontane 422 C30H62 000638-68-6 87
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 86

Abundance Scan 3577 (24.304 min): BG055469.D\data.ms (-3569) (- | m/z 57.00 100.00%
57.0
— ——
‘ 91 92391 24.00 24.50
0 H‘ulwﬁ‘wdﬂJ‘M\uu e R m/z 71.05 72.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 — e
24.00 24.50
m/z 43.00 57.37%
O \“\ ‘\L ‘ “‘ ‘1‘ \ll\‘\ \‘ ‘\\ ‘\ \‘ T "%2\5\ \()’ T \2\9\!:_7 \()\ \3\5)’1-\(\) T ’ T \%\4‘9\(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
— ——
24.00 24.50
5000 m/z 85.00 53.42%
ol WAL d 71690 2250 2810 3650
i ““ A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #314331: Triacontane “ —
57.0 24.00 24.50
m/z 55.00 24.45%
e MAW\/\W\A/‘/\MW
0 || ”\ \‘h I‘ n‘ | \6\99 225 0 281.0 337.0 422 0
e e e e e — ——
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BGO55469.D

Acqg On : 5 Nov 2022 13:57
Operator : CG/JU

Sample : N5310-17

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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|
2-Pentanone, 4-... 5.273 11.5 ng 82723 1  8.229 144208 20.0
Ethanol, 2-(2-b... 10.820 4.4 ng 44900 2 11.061 202278 20.0
2,4,7,9-Tetrame... 13.722 3.1 ng 46137 3 14.844 292937 20.0
Octadecanamide 16.895 8.0 ng 147421 4 17.582 369544 20.0
n-Hexadecanoic ... 18.429 58.4 ng 1078650 4 17.582 369544 20.0
1,4-benzenedica... 18.987 3.4 ng 62330 4 17.582 369544 20.0
11-Octadecenoic... 19.357 2.7 ng 49073 4 17.582 369544 20.0
Octadecanoic acid 19.680 67.8 ng 12531106 4 17.582 369544 20.0
Triacontane 20.432 7.5 ng 182029 5 21.854 483050 20.0
13-Docosenamide... 21.172 10.4 ng 250984 5 21.854 483050 20.0
Octadecane 21.213 8.0 ng 194269 5 21.854 483050 20.0
Tetradecanamide 21.343 15.8 ng 380792 5 21.854 483050 20.0
Supraene 21.413 12.1 ng 292403 5 21.854 483050 20.0
n-Nonadecanol-1 21.466 4.5 ng 108712 5 21.854 483050 20.0
Hexacosane 22.083 10.2 ng 247058 5 21.854 483050 20.0
Nonadecane 23.105 10.7 ng 258882 5 21.854 483050 20.0
Dotriacontane, ... 24.304 10.5 ng 289885 6 25.215 553396 20.0
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