LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113022\
Data File : BG@55845.D

Acqg On : 30 Nov 2022 17:06
Operator : CG/JU

Sample : N5795-01

Misc :

ALS vial : 9 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55845.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.268 330 337 347 rBV 351450 549079 25.33% 4.147%
2 5.750 413 419 431 rBV 521706 861298 39.73% 6.505%
3 6.367 518 524 531 rVB 21646 33685 1.55% 0.254%
4 7.371 687 695 707 rBV 534396 940212 43.37% 7.101%
5 8.217 829 839 849 rBV 142319 238105 10.98%  1.798%

6 9.392 1028 1039 1053 rBV 331780 595402 27.46%
7 10.791 1270 1277 1305 rBV2 65895 183575  8.47%
8 11.049 1313 1321 1328 rBV 207869 364963 16.83%
9 13.470 1724 1733 1741 rBV 920389 1485776 68.53% 11.
10 13.717 1767 1775 1783 rBV 19158 33833 1.56%

ORr NBR A
N
Ul
o
X

11 14.845 1960 1967 1975 rVB 349730 549420 25.34%
12 16.184 2189 2195 2202 rBV 23951 35811 1.65%
13 16.325 2213 2219 2232 rBV 757122 1186310 54.72%

O U1 O H
O
[oX
[
X

14 17.583 2427 2433 2438 rBV 433397 672930 31.04% 082%
15 17.624 2438 2440 2447 rVB 46778 62057  2.86% 469%
16 18.211 2536 2540 2544 rVB 23356 28646 1.32% 0.216%
17 18.441 2574 2579 2585 rBv4 63420 118689 5.47% ©.896%
18 18.505 2586 2590 2596 rVvB2 20795 36835 1.70% ©.278%
19 18.646 2609 2614 2619 rBV3 15832 33745 1.56% ©.255%
20 18.852 2645 2649 2654 rVB 71353 84275 3.89% ©0.637%
21 19.375 2730 2738 2741 rBV5 61913 106442 4.91% ©.804%
22 19.504 2754 2760 2767 rVB4 28453 43703 2.02% ©.330%
23 19.622 2767 2780 2786 rBV 170542 271259 12.51%  2.049%
24 19.704 2790 2794 2801 rVVv4 28603 51747 2.39% ©.391%
25 19.986 2838 2842 2848 rVB 134905 191795 8.85% 1.449%
26 20.168 2867 2873 2879 rBV 1631369 2167936 100.00% 16.374%
27 20.309 2889 2897 2903 rBV7 17965 49438  2.28% 0.373%
28 20.468 2922 2924 2928 rVB2 24525 29104 1.34% 0.220%
29 20.626 2949 2951 2957 rVB2 22599 28066 1.29% 0.212%
30 21.243 3052 3056 3063 rBV 28082 46158 2.13% ©.349%
31 21.872 3155 3163 3169 rBV2 432323 890177 41.06% 6.723%
32 21.919 3169 3171 3182 rVB 75332 124069 5.72% 0.937%
33 23.587 3450 3455 3466 rVB2 49729 107091 4.94% 0.809%
34 24.175 3548 3555 3561 rBV 65285 194314  8.96% 1.468%
35 25.092 3706 3711 3722 rVB 52333 147765 6.82% 1.116%

36 25.262 3730 3740 3750 rBV3 236858 696553 32.13% 5.261%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113022\
Data File : BG@55845.D

Acqg On : 30 Nov 2022 17:06
Operator : CG/JU

Sample : N5795-01

Misc

ALS vial : 9 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 13240263
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113022\
Data File : BG@55845.D

Acq On : 30 Nov 2022 17:06
Operator : CG/JU

Sample : N5795-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055845.D\data.ms
1600000

1400000
1200000
1000000
800000
600000 5.750 7.371
400000 5.268 9.392

200000 8.217 11.049
6.367 10.791

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\A\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\j\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055845.D\data.ms
1600000 20.168

1400000
1200000
10000001 13 470

800000 16.325

600000

21.872

17.583
400000 14.845

200000 19.6229 gg¢

3.717 16.1 17,624 18, ZTE{60 j%@@

T L L L I A B L L L L L B 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: BG055845.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 25 262

200000 23587 24.175 25.0

e e e
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\BG113022\
Data File : BG@55845.D

Acq On : 30 Nov 2022 17:06
Operator : CG/JU

Sample : N5795-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.268 46.12 ng 549079 1,4-Dichlorobenzene-d4 8.217

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 337 (5.268 min): BG055845.D\data.ms (-330) (-) m/z 43.00 100.00%
59.0
5000
1010 LI L L L L LN L L R
‘ 83.0 5.00 5.20 5.40 5.60
Ol bl TR0 S m/z 59.08  55.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B L LN LR
5.00 5.20 5.40 5.60
101.0 m/z 101.00 17.66%
0 31\'0 L | 83.0 |
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e ERRREEEEE T
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 14.67%
29.
87.0
“_“W‘H‘“‘w‘H‘_“W‘H‘_“W‘H‘_“W‘H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester e
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.24%
5000 57.0
29.0
101.0
O ‘\ RAARARARRRRERRS 789 \ J \
S H““H e e T
m/z--> 10 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\BG113022\
Data File : BG@55845.D

Acq On : 30 Nov 2022 17:06
Operator : CG/JU

Sample : N5795-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-methoxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.367 2.83 ng 33685 1,4-Dichlorobenzene-d4 8.217

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 28
3 Heptane 100 C7H16 000142-82-5 9
4 Octane, 4-methyl- 128 C9H20 002216-34-4 9
5 Pentane, 2-methoxy-2,4,4-trimethyl- 144 C9H200 062108-41-2 9
Abundance Scan 524 (6.367 min): BG055845.D\data.ms (-518) (-) m/z 43.00 100.00%
T 73.0
5000
115.0 6.00 6.20 6.40 6.60
JL 25 86.0 1000 " |° 00620640660
Ot e e e e m/z 73.00 80.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
5000 L L N L LA LA BN R I
6.00 6.20 6.40 6.60
m/z 41.00 13.86%
115.0
\\‘\H\’\\\\‘\\H‘H\\‘H\\‘\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0
T
6.00 6.20 6.40 6.60
5000 m/z 115.00 10.24%
27.0 430
0 L 5?‘0 _86.0 101.0 1150
A B ARAGRERS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4463: Heptane A R e
43.0 6.00 6.20 6.40 6.60
m/z 56.10 7.97%
5000 57.0 71.0
29.0
100.0
H_‘H,H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘ e A REESaREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113022\
Data File : BG@55845.D

Acq On : 30 Nov 2022 17:06
Operator : CG/JU

Sample : N5795-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.791 10.06 ng 183575 Naphthalene-d8 11.049
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
Abundance Scan 1277 (10.791 min): BG055845.D\data.ms (-1270) (- | m/z 45.00 100.00%
45.0
5000 /k
70 1050 1100
100.0 : :
0Lt mw‘n‘ ik b _13‘%10‘ - m/z 57.080  96.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 e =
10.50 11.00
27,0 o
75.0 m/z 41.00 37.94%
‘ | 1000 13730
0 \\\‘\“ \‘\‘\‘\“ = \‘1‘\“ \“1‘\ T “\ T \i.\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
T ‘ T T ‘mv
10.50 11.00
5000 m/z 75.00 17.88%
29.0 75.0
100.0
0 A, Mw S LB 1)
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- —— ——
45.0 10.50 11.00
m/z 56.00 17.39%
5000
89.0
27‘0
AR e I Y S S
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113022\
Data File : BG@55845.D

Acq On : 30 Nov 2022 17:06
Operator : CG/JU

Sample : N5795-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.441 3.53 ng 118689  Phenanthrene-di0 17.583
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2579 (18.441 min): BG055845.D\data.ms (-2574) (- | m/z 42.95 100.00%

43.0 73.0
5000
' \‘\
: . 18.50
0! m/z 73.00 92.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 P
1850
167.01g5 02130  256.0 m/z 60.00 91.83%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
\‘\A\
18.50
5000 129.0 ITI/Z 57.00 82.07%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 18.50
m/z 41.00 72.84%
5000 129.0
199.0
s ) e T
0%§RkwwwwJMNMMNHW‘WH_‘JMJHJH‘_HW‘HWH‘W‘ —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.50
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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\BG113022\

BGO55845.D
: 30 Nov 2022 17:06
: CG/JU
: N5795-01
: 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Isopropyl palmitate Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
18.852 2.50 ng 84275 Phenanthrene-d10 17.583
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 72
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 46

010233-13-3 46
028267-32-5 32

4 Dodecanoic acid, 1-methylethyl e... 242 C15H3002
5 Nonanoic acid, 1-methylethyl ester 200 C12H2402

Abundance Scan 2649 (18.852 min): BG055845.D\data.ms (-2645) (- | m/z 43.05 100.00%
43.0
5000 102.0
256.1
P e
| 1711 21‘3-1 ‘ ‘ 18.50 19.00
[ S s e VAR T T m/z 60.00  63.92%
miz--> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000 B — —
256.0 18.50 19.00
m/z 41.00 45.92%
157.0 213.0
oL ‘h“ \“\‘d \M‘h‘ RO W “ — ‘\ ‘\‘ : ‘2‘98"(
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
43.0
P o
18.50 19.00
5000 256.0 ITI/Z 57.05 45.,92%
129.0
§3.0 213.0
Ll 1
ob— “‘ H!‘ ‘H‘H‘ \\‘\‘L 1‘”“\”\‘ . “ “ “‘m‘ - ‘\‘ T
miz-> 50 100 150 200 250 300
Abundance #92123: n-Capric acid isopropy! ester P —
43.0 18.50 19.00
m/z 55.05 43.20%
5000
102.0
155.0
ANTY N S N i
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113022\
Data File : BG@55845.D

Acq On : 30 Nov 2022 17:06
Operator : CG/JU

Sample : N5795-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 cis-10-Heptadecenoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.375 3.16 ng 106442  Phenanthrene-di0 17.583
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 94
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 91
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
5 6-Octadecenoic acid 282 (C18H3402 1000336-66-8 83
Abundance Scan 2738 (19.375 min): BG055845.D\data.ms (-2730) (- | m/z 55.00 100.00%
5!:
. /V“M\\/
P P
| 11539 2060 2641 19.00 19.50
oL———H Al m/z 41.00 70.62%
miz--> 50 100 150 200 250
Abundance  #176265: cis-10-Heptadecenoic acid, methyl ester
55.0
5000 — —
19.00 19.50
H‘ 166.0 208.0 250.0 m/z 69.00 56.01%
01\5\0‘\ ‘r “rh
miz--> 50 100 150 200 250
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
P P
19.00 19.50
5000 87.0 m/z 74.00 48.13%
23.0
180.0 222.0 264.0
oL “ L Jh M‘HHH H\HU\ \’H\ ul | e M — A ‘2‘9‘6’(
m/z--> 50 100 150 200 250 /\
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester A = il
55.0 19.00 19.50
m/z 43.05 48.09%
5000
97.0
I | o 100 720 40
OHw\‘ H | Hm uu\ ‘M\‘\u‘\\\\‘h’\h‘w‘H“‘\H“h”" — —
m/z--> 100 150 200 250 19.00 19.50
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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\BG113022\

BGO55845.D
: 30 Nov 2022 17:06
: CG/JU
: N5795-01
: 9 Sample Multiplier: 1

Quant Method :

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 7 4,8,12-Tetradecatrienal, 5,... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
23.587 3.07 ng 107091  Perylene-di12 25.256
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 87
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 80
3 Supraene 410 C30H50 007683-64-9 80
4 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 80
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59

Abundance Scan 3455 (23.587 min): BG055845.D\data.ms (-3450) (- | m/z 69.00 100.00%
69.0
137.1 5556
o“‘uw«wwWwwwWW‘%?%P?ﬁﬁﬁm‘u3ﬂ%9‘%??9““‘ m/z 81l69 44.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0
5000 — :
23.50
136.0 m/z 41.00 28.54%
p
O_\7“\' M “‘\‘ H}“ ‘\‘\‘\‘\H‘\ ‘\‘“\“‘\ ’ \‘ T \2\?5\.\0\2??.\0\ T ‘ L ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
T
23.50
5000 ITI/Z 95.05 12.40%
137.0
D
0-7'4,193-0 Mwww
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene T
69.0 23.50
m/z 93.00 11.47%
5000
137.0
0270 4yl 1910 2730 3410 410
e L i e e e T —
m/z--> 50 100 150 200 250 300 350 400 23.50

8270-BG111622.M Thu Dec 01 13:37:00 2022

Page: 10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG113022\
Data File : BGO55845.D

Acqg On : 30 Nov 2022 17:06
Operator : CG/JU

Sample : N5795-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.268 46.1 ng 549079 1 8.217 238105 20.0
2-Pentanone, 4-... 6.367 2.8 ng 33685 1 8.217 238105 20.0
Ethanol, 2-(2-b... 10.791 10.1 ng 183575 2 11.049 364963 20.0
n-Hexadecanoic ... 18.441 3.5 ng 118689 4 17.583 672930 20.0
Isopropyl palmi... 18.852 2.5 ng 84275 4 17.583 672930 20.0
cis-10-Heptadec... 19.375 3.2 ng 106442 4 17.583 672930 20.0
4,8,12-Tetradec... 23.587 3.1 ng 107091 6 25.256 696553 20.0
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