LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110322\
Data File : BGO55444.D

Acqg On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vvial : 13  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: BGO55444.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.274 331 338 350 rBV 19719 32201 1.56% 0.363%
2 5.761 414 421 438 rBV 202395 348898 16.86% 3.932%
3 7.383 689 697 710 rBV 163975 302939 14.64%  3.414%
4 8.235 835 842 849 rBV 93374 155787 7.53% 1.756%
5 9.410 1034 1042 1058 rVB 276006 489269 23.64% 5.514%

6 10.808 1273 1280 1298 rBV 262914 443200 21.42%  4.994%
7 11.061 1316 1323 1332 rBV 127040 227493 10.99%  2.564%
8 13.476 1724 1734 1742 rBV 829981 1276957 61.71% 14.390%
9 13.723 1770 1776 1786 rBV 43799 66490 3.21% ©.749%
10 14.851 1960 1968 1979 rBB 227913 354751 17.14%  3.998%

11 16.331 2214 2220 2234 rBV 664636 1017319 49.16% 11.
12 17.583 2427 2433 2440 rBV 304352 456450 22.
13 18.211 2534 2540 2546 rBV 72132 101215 4.89%
14 18.435 2573 2578 2585 rBV2 30246 49959 2
15 19.363 2732 2736 2740 rVB 141113 151577 7
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16 19.492 2750 2758 2763 rBV 46277 52801 2.55%
17 20.162 2866 2872 2877 rBV 1538884 2069379 100.00% 23.
18 21.461 3087 3093 3109 rBV5 38759 141789 6.85%
19 21.854 3154 3160 3168 rBV2 310798 518103 25.04%
20 23.552 3443 3449 3457 rBV 30518 60155 2.91%
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21 25.227 3724 3734 3751 rVB2 185690 557102 26.92% 6.278%

Sum of corrected areas: 8873834
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110322\
Data File : BG@55444.D

Acq On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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: BG055444.D\data.ms
1400000
1200000
1000000

800000
600000
400000

5 761 9.410 10.808
200000 ' 7.383 11.061

8.235
5.274

O\‘\\\\‘\\\\‘\\\\‘\\A\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L B L L I L B

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: BG055444.D\data.ms

20.162
1400000

1200000

1000000

13.476
800000

16.331
600000

400000 17.583 21.854
14.851

200000 19.363
3.723 18-@435 jﬁlgz 21.461
A
T I

0'1—v—v—r|\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L L B L ) LS 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: BG055444.D\data.ms

1400000
1200000
1000000
800000
600000
400000

200000 25221

23.552

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BG110322\
Data File : BG@55444.D

Acq On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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.
5.274 4.13 ng 32201 1,4-Dichlorobenzene-d4 8.235

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 33
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 23
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
Abundance Scan 338 (5.274 min): BG055444.D\data.ms (-331) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 WUV IR
| | ‘ 83.0 5.00 5.20 5.40 5.60 ;
-+ttt m/z 59.00 65.74%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B I L L I LR
5.00 5.20 5.40 5.60
101.0 m/z 101.00  23.62%
S L i 73.0 83\'0 |
O\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexano
59.0
A ARAREEEEREE
5.00 5.20 5.40 5.60
5000 310 430 73.0 m/z 58.80  15.23%
oH_‘Mm“‘:wu,m‘\;mw:;“‘8‘4"9‘”‘1‘91"9‘_
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- A ARARREmaREEE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 10.78%
41.0
5000
86.0
O e 2010 ﬁf\
m/z--> 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110322\
Data File : BG@55444.D

Acq On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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 1
R.T. EstConc Area Relative to ISTD R.T.
10.808 38.96 ng 443200 Naphthalene-d8 11.067
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 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50
Abundance Scan 1280 (10.808 min): BG055444.D\data.ms (-1273) (- | m/z 57.00 100.00%
57.0
5000
41.
75.0 — —
101.0 10.50 11.00
132.1
O ““Hu JW “““w‘ W A e m/z 45.00  95.44%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — —
410 10.50 11.00
75.0 m/z 41.00 34.29%
100.0
O \]-\5‘\'8 T H ‘\ \““1‘\ \‘!‘H”\ \‘VM‘\“ \‘H\ T }‘\ \1\1f6.‘0\1\3‘}2'\0‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
— —
10.50 11.00
5000 m/z 75.00 21.78%
41.0
75.0
0l L jwes
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 16.55%
5000
89.0
29.0
N0 I Y ™ S (W
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\BG110322\
Data File : BG@55444.D

Acq On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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 6
R.T. EstConc Area Relative to ISTD R.T.
13.723 3.75 ng 66490  Acenaphthene-d1e 14.851
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 C8HINO2 000621-42-1 58
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 58
4 Acetaminophen 151 C8HINO2 000103-90-2 53
5 (-)-1e-Camphorsulfonyl chloride 250 C10H15C103S 039262-22-1 45
Abundance Scan 1776 (13.723 min): BG055444.D\data.ms (-1770) (- | m/z 43.00 100.00%
43.0 109.0
151.1
5000
850 e —
‘ ] 13.50 14.00
Ot Ml b ey m/z 109.00 90.77%
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 j /\\ ' T
13.50 14.00
69.0 m/z 151.05 56.40%
O \ T \.‘ \‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \H‘\‘\ ‘ L \ \ ‘ TT 1 T ’ T \‘\ T ‘J\-\g\z\‘o\ TTT ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0 /\
1
13.50 14.00
5000 151.0 m/z 41.00 23.27%
43.0
80.0
150 | I | |
(O B o I R R B
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #28920: m-Isopropoxyaniline A “ 4 -
109.0 13.50 14.00
m/z 85.00 16.58%
5000
151.0
80.0
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\BG110322\
Data File : BG@55444.D

Acq On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.211 4.43 ng 101215 Phenanthrene-d10 17.583
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 80
Abundance Scan 2540 (18.211 min): BG055444.D\data.ms (-2534) (- | m/z 74.00 100.00%
74.0
5000
43.0
143.0 T T
227.2
‘ ‘ || [roro 185.1 270.1 18.00 18.50
O prrrebe bl it bbbt Lot by || M/Z 87.00 73.51%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —r VA
43.0 18.00 18.50
143.0 m/z 43.00 31.66%
e T momeote
O\‘HH’\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester k
74.0
By [
18.00 18.50
5000/ 43.0 m/z 55.00  29.87%
oo 180 g0 2210
\‘HH’\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester Dt M’WA ‘ ——
74.0 18.00 18.50

m/z 41.00 25.97%

5000{ 43.0

143 0
A H ‘H‘ N 101.0 1850 228.0

S Y 0 o MO SRS

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110322\
Data File : BG@55444.D

Acq On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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 5 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.435 2.19 ng 49959  Phenanthrene-d10 17.583
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2578 (18.435 min): BG055444.D\data.ms (-2573) (- | m/z 72.95 100.00%
73.0
43.0
5000 .
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
.
5000 129.0 RN T
18.50
157.01g5 92130  256.0 m/z 43.00 79.18%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
Ty ——
18.50
5000 129.0 ITI/Z 57.00 77 .91%
199.0
s e L
EETTIN 8 O e P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid ﬂWWN ‘ —
73.0 18.50
m/z 41.00  75.49%
43.0
5000
129.0
1710 5140
101.0 ‘
ozl . LIS sl e ezl
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110322\

Data File : BG@55444.D

Acq On 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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 10-Octadecenoic acid, methy... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.363 6.64 ng 151577  Phenanthrene-di10 17.583
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 95
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 94
3 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 93
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91

Abundance Scan 2736 (19.363 min): BG055444.D\data.ms (-2732) (- | m/z 55.00 100.00%
5I:
- th*
264.1 T
230 1goy 2222 | 19.00 19.50
o! | hh”\h m”\ . “‘\ \L TR T ‘ —— m/z 69.00 63.00%
m/z--> 200 250 300
Abundance #194419. 10-Octadecen0|c acid, methyl ester
58.0
5000 v o e
19.00 19.50
264.0 m/z 74.00 60.26%
“‘ ‘ 23 0 180.0 222.0 296 C
ol— H\ uu\ “‘n\“”m‘\”\h NI 1‘ T - “‘ —
miz--> 100 150 200 250 300
Abundance #194454: trans-13-Octadecenoic acid, methyl ester
55.0
P v
19.00 19.50
5000 m/z 41.00 56.24%
97.0
o0 L
miz-> 50 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester == e
41.0| 74.0 19.00 19.50
m/z 83.00 52.45%
5000
10.0 264.0
180.0 222.0
141.0
ob— H‘J ‘u p oy . ”/‘\WM
m/z--> 50 100 150 200 250 300 19.00 19.50

8270-BG110122.M Mon Nov 07 15:34:28 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110322\
Data File : BG@55444.D

Acq On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.492 2.31 ng 52801 Phenanthrene-die 17.583
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 86
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 83
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
Abundance Scan 2758 (19.492 min): BG055444.D\data.ms (-2750) (1 m/z 74.00 100.00%
74.0
5000
43.0
143.1 AR
255.2
‘ ‘M 110 | 1 298.1 19.50
oLl pw‘w‘k A m/z 87.00 77.81%
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 T
43.0 19.50
143.0 m/z 43.00 33.06%
‘ h“ | 1110 ‘ 199.0 2550 298.
O\\\\““\w“\‘”‘\”’ \“\‘\ \“‘\\\‘\“\\\\“\‘\\\“
miz--> 50 100 150 200 250 300
Abundance #143550: Methyl 9-methyltetradecanoate
74.0
5
19.50
5000 m/z 41.00 26.39%
43.0 143.0
‘ 110 2130 5560
ol “J‘Nwhumwﬁuy“hukﬁu%SQPN‘L““ A
miz--> 50 100 150 200 250 300
Abundance #143571: Pentadecanoic acid, methyl ester e
74.0 19.50
m/z 54.95 24.62%
5000
43.0 143.0 2130 256.0
ANFEERINE = URNETY ..
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110322\
Data File : BG@55444.D

Acq On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.461 5.47 ng 141789  Chrysene-d12 21.854
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 95
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 95
5 Behenic alcohol 326 C22H460 000661-19-8 95
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110322\
Data File : BG@55444.D

Acq On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS Vial : 13  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
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Peak Number 9 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.552 2.16 ng 60155 Perylene-d12 25.227
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 72
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
5 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 59
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110322\
Data File : BGO55444.D

Acqg On : 3 Nov 2022 19:26

Operator : CG/JU

Sample : N5306-03 :

Misc : 20221168-COMP-03-MODIFIED-ELUTRIATE

ALS vial : 13 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-... 5.274 4.1 ng 32201 1 8.235 155787 20.0
Ethanol, 2-(2-b... 10.808 39.0 ng 443200 2 11.067 227493 20.0
2,4,7,9-Tetrame... 13.723 3.8 ng 66490 3 14.851 354751 20.0
Hexadecanoic ac... 18.211 4.4 ng 101215 4 17.583 456450 20.0
n-Hexadecanoic ... 18.435 2.2 ng 49959 4 17.583 456450 20.0
10-Octadecenoic... 19.363 6.6 ng 151577 4 17.583 456450 20.0
Methyl stearate 19.492 2.3 ng 52801 4 17.583 456450 20.0
Trifluoroacetox... 21.461 5.5 ng 141789 5 21.854 518103 20.0
Supraene 23.552 2.2 ng 60155 6 25.227 557102 20.0
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