LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 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-BG110420.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO47309.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 5.571 371 380 388 rBV 771154 1257627 1.21% ©.736%
2 7.175 643 653 668 rBV 812130 1421769 1.37% 0.832%
3 13.268 1682 1690 1699 rBV 1323784 1970052 1.90% 1.153%
4 16.135 2170 2178 2185 rBV 940550 1486378 1.43% ©.870%
5 18.063 2498 2506 2510 rBV 10882971 14679760 14.13%  8.595%

6 19.202 2692 2700 2703 rBV 15176387 28539406 27.47% 16.709%
7 19.267 2703 2711 2717 rVB 46012139 103900060 100.00% 60.831%
8 19.361 2722 2727 2731 rVB 6327843 7463694 7.18%
9

4.370%

19.443 2737 2741 2753 rVB2 1176861 1848145 1.78% 1.082%

10 20.007 2832 2837 2843 rVB 1940339 2527073 2.43% 1.480%
11 20.330 2888 2892 2896 rVB 1446483 1680072 1.62% ©.984%
12 20.442 2907 2911 2914 rBV 939129 1086311 1.05% 0.636%
13 20.483 2914 2918 2923 rVV 689986 1223957 1.18% 0.717%
14 20.748 2959 2963 2968 rVB2 1241041 1715564 1.65% 1.004%

Sum of corrected areas: 170799868
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG047309.D\data.ms

4e+07

3e+07

2e+07

le+07

5.571 7.175

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG047309.D\data.ms

19.267

4e+07

3e+07

2e+07
19.202

18.063
1le+07

9.361

3.268 16.135 443 200005360, 748
e T e o o R AL L

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: BG047309.D\data.ms

4e+07

3e+07

2e+07

le+07

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

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.063 20.00 ng 14679800 Phenanthrene-d10 17.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
3 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 80
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2506 (18.063 min): BG047309.D\data.ms (-2498) (- | m/z 74.05 100.00%
74.0
5000 A\
143.1 227.2 ~—LL :
‘ 18.00
0 i Ll Ll 1299.1 354.24024 1)y 87 05 84.65%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — :
18.00
143.0 m/z 43.10 41.85%
‘ ‘ ‘ 227.0
0 \\\\““‘\‘L‘\“”\““\‘\l\\“\\‘\‘\"\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
74.0
T T
18.00
5000 m/z 55.10 38.88%
143.0
27.0 197.0
L B e e A Rm
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #72721: Undecanoic acid, 10-methyl-, methyl ester 5 ‘
74.0 18.00
m/z 41.10 35.12%
5000
143.0
20
Y O e — i
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:
BG
12
: CG
L4

. 26

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
047309.D
Nov 2020 10:16
/33U
622-05

Sample Multiplier: 1

: C:\Database\NIST11.L

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

PAV-B12-10-17

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 9,12-Octadecadienoic acid, Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.202 38.88 ng 28539400 Phenanthrene-di10 17.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 2700 (19.202 min): BG047309.D\data.ms (-2692) (- | m/z 67.10 100.00%
67.
—— =
‘ “ 263.1 19.00 19.50
b l“-““‘ 327.9381.2_450.5 m/z 81.18  91.79%
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 T T T T
19.00 19.50
m/z 55.10 70.08%
\‘\ | ﬂ\l‘ﬁao 1780 2940
0 \H““\‘” \‘l“l\‘\H‘\‘ﬂlw““\‘\l\\‘\H\‘\“\H‘HH‘HH‘HH‘HH‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
67.0
—— 2
19.00 19.50
5000 m/z 95.10 66.46%
294.0
150.0
220.0
I RS
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #139727: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — =
67.0 19.00 19.50
m/z 41.10 56.39%
5000
1‘ 3.0 294.0
Y1 N B Y 1 U
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 13-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.267 141.56 ng 103900000 Phenanthrene-d10 17.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 99
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99

Abundance Scan 2711 (19.267 min): BG047309.D\data.ms (-2703) (- | m/z 55.10 100.00%

53.1
1.2
5000 264.3
180.2
—— <
H I ‘ | 19.00 19.50
0l bkl by | 324.4380.3 4445800 /0 69 16 99.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141286: 13-Octadecenoic acid, methyl ester
55.0
5000 — S
19.00 19.50
264.0 m/z 74.10 98.90%
O“i““‘”“‘“‘J“l“‘l\\‘m‘\‘l\“".“““‘h‘““““““““““““
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
—r —
19.00 19.50
5000 m/z 83.15 96.85%
111.0 264.0
180.0
YRR T T B N S T S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
: A

Abundance  #141313: 11-Octadecenoic acid, methyl ester, (Z)- —
55.0 19.00 19.50

m/z 97.15 92.37%

264.0

LT e

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.361 10.17 ng 7463690  Phenanthrene-die 17.393
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80

Abundance Scan 2727 (19.361 min): BG047309.D\data.ms (-2722) (- | m/z 74.10 100.00%

74.1
5000
143.1 255.2 — —
l 199.2 \ 19.00 19.50
0 AWM bt ‘i Lot bl 313:33702422.2 487 n/7 7.5  81.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143128: Methyl stearate
74.0
5000 — —
19.00 19.50
143.0199.0255.0 m/z 43.10 45.23%
0 HJ\ ‘\“J‘\‘\\‘ \‘L‘\H \“\\\\\“\ T \‘\“ oy H‘“‘\“\ T \L‘ L N R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
74.0
— e
19.00 19.50
5000 ITI/Z 55.10 38.80%
143.0 255.0
199.0
Ol e e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107593: Pentadecanoic acid, methyl ester — .
74.0 19.00 19.50
m/z 41.10 32.27%
5000
143.0
H ‘ o
ol b ALY W
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Methyl 13-eicosenoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.331 19.59 ng 1680070 Chrysene-d12 21.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 99
2 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 94
3 cis-11-Eicosenoic acid, methyl e... 324 C21H4002 1000333-63-8 93
4 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 91
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 90
Abundance Scan 2892 (20.330 min): BG047309.D\data.ms (-2888) (- | m/z 55.10 100.00%
55.1
— ——
} | 208.2 ' 20.00 20.50
- H c\‘l“s"w"v‘hu b pfprd 30LL 4503 5246 .., 69 19 58.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164499: Methyl 13-eicosenoate
55.0
5000 — ——
292.0 20.00 20.50
\ m/z 41.10  57.85%
O’“Il““”h‘ll“ \\\‘\I\“\l\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
— ——
20.00 20.50
5000 292.0 m/z 43.10  52.52%
111.0
208.0
R N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164513: cis-11-Eicosenoic acid, methyl ester — —
55.0 20.00 20.50
m/z 74.10 46.69%
5000
292.0
o*‘“'“'“""”'“h" Lm\”m_m,w_‘H_m_m — s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Methyl 18-methylnonadecanoate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.442 12.66 ng 1086310 Chrysene-d12 21.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 96
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 95
3 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 95
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 90

Abundance Scan 2911 (20.442 min): BG047309.D\data.ms (-2907) (- | m/z 74.05 100.00%
74.0
o M’\A_/
143.1 0833 Jon
1 | ‘ 22721 20.50
ob bl Ll 34043053 4824 0 7.1 8e.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166215: Methyl 18-methylnonadecanoate
74.0
5000 1
20.50
‘ 143.0 326.0 m/z 43.10 52.60%
1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
——
20.50
5000 m/z 55.10 46.72%
143.0 326.0
0150 199.0 269.0
A e T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131316: Hexadecanoic acid, 14-methyl-, methyl ester ——
74.0 20.50
m/z 41.10 36.03%
5000
143.0 284.0
L 1990
(O R S B N . e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Bicyclo[6.1.0]nonane, 9-(1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.483 14.27 ng 1223960 Chrysene-d12 21.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[6.1.0]nonane, 9-(1-methy... 164 C12H20 056666-90-1 64
2 Bicyclo[4.3.0]nonane, 2-methylen... 136 C1@H16 040954-37-8 55
3 Cyclododecyne 164 C12H20 001129-90-4 49
4 9,12-Tetradecadien-1-0l, acetate... 252 C16H2802 031654-77-0 46
5 9,12,15-Octadecatrienoic acid, (... 278 C18H3002 000463-40-1 46
Abundance Scan 2918 (20.483 min): BG047309.D\data.ms (-2914) (- | m/z 55.10 100.00%
55.1
136.1 2101
e
‘ ‘ \ 20.50
0 ,“ i Al B10L 84544003 4694 0 g1 19 68.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33787: Bicyclo[6.1.0]nonane, 9-(1-methylethylidene)-
41.0
3.0
5000 T
20.50
‘ ‘ 149.0 m/z 41.10  64.49%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
79.0
e
136.0 20.50
5000 m/z 67.10 58.88%
27.0
o b e ey
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #33727: Cyclododecyne T
67.0 20.50
m/z 68.10 54.97%
5000
121.0
OMH‘H A
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown20.74 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.748 20.00 ng 1715560 Chrysene-d12 21.658
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Nonenal, 3,7-dimethyl- 168 C11H200 1000132-43-9 49
2 Cyclohexaneethanol, .beta.-methy... 140 C9H160 007697-55-4 42
3 Isopropyl linoleate 322 C21H3802 022882-95-7 38
4 9-Methyl-10,12-hexadecadien-1-0l... 294 C19H3402 1000130-87-7 25
5 2,3-Diazaspiro[4.5]deca-1,3-dien... 164 C10H16N2 105786-97-8 25
Abundance Scan 2963 (20.748 min): BG047309.D\data.ms (-2959) (- | m/z 55.10 100.00%
55.1
5000 M
153.1
207.1 —— ——
}‘\‘ 1 20.50 21.00
Y g 2P0 7347.14012 4704 " 0g 10 95, 50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36639: 6-Nonenal, 3,7-dimethyl-
55.0
5000 i —
20.50 21.00
110.0 m/z 83.10 78.56%
O‘\\\ “ll‘\‘m‘h ”‘\L\A\J\‘\\\B\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
67.0
— —
20.50 21.00
5000 m/z 43.10 77 .86%
122.0
o L e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #162975: Isopropyl linoleate T —
67.0 20.50 21.00
m/z 67.10 75.74%
5000
1F3 0 279.0
O}I‘MH‘JH"'"“O‘ I O S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111120\
Data File : BGO47309.D

Acqg On : 12 Nov 2020 10:16

Operator : CG/JU

Sample : L4622-05

Misc . PAV-B12-10-17

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG110420.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 18.063 20.0 ng 14679800 4 17.393 14679800 20.0
9,12-Octadecadi... 19.202 38.9 ng 28539400 4 17.393 14679800 20.0
13-Octadecenoic... 19.267 141.6 ng 103900000 4 17.393 14679800 20.0
Methyl stearate 19.361 10.2 ng 7463690 4 17.393 14679800 20.0
Methyl 13-eicos... 20.331 19.6 ng 1680070 5 21.658 1715560 20.0
Methyl 18-methy... 20.442 12.7 ng 1086310 5 21.658 1715560 20.0
Bicyclo[6.1.0]n... 20.483 14.3 ng 1223960 5 21.658 1715560 20.0
unknown20.74 20.748 20.0 ng 1715560 5 21.658 1715560 20.0
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