LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128977.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.357 519 522 539 rBV 885635 907324 24.86% 6.016%
2 6.381 693 696 706 rBvV 920553 905902 24.82% 6.007%
3 6.728 751 755 760 rVB 418692 372596 10.21% 2.471%
4 7.292 847 851 854 rBV 705137 564090 15.45%  3.740%
5 7.322 854 856 859 rVB 123206 89325  2.45% 0.592%
6 7.757 927 930 935 rvB2 33134 36784 1.01% 0.244%
7 7.992 967 970 971 rBV 152934 135424 3.71% 0.898%
8 8.0106 971 973 976 rVW 516671 392112 10.74%  2.600%
9 8.069 979 983 986 rVB 47654 45285 1.24% 0.300%
10 8.298 1018 1022 1029 rVB4 27923 49780 1.36% 0.330%
11 8.428 1041 1044 1046 rBV 68947 59454 1.63% 0.394%
12 9.028 1144 1146 1152 rVB2 45889 36521 1.00% 0.242%
13 9.086 1152 1156 1159 rBV 1302350 970715 26.59% 6.437%
14  9.157 1164 1168 1175 rBV6 22640 42028 1.15% ©0.279%
15 9.486 1219 1224 1226 rVB5 34429 38917 1.07% 0.258%

16 9.763 1267 1271 1275 rVB 529466 405881 11.12%
17 10.557 1402 1406 1415 rBV 491595 468666 12.84%
18 11.251 1520 1524 1526 rBV 482340 405655 11.11%
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19 11.645 1587 1591 1594 rBV 786131 608580 16.67% 035%
20 11.863 1625 1628 1634 rVB5 25793 48278 1.32% 320%
21 12.298 1699 1702 1704 rBV 35713 38705 1.06% ©.257%

22 12.339 1704 1709 1710 rVV 3388625 3650121 100.00% 24.203%
23 12.357 1710 1712 1718 rVV 2747083 2276144 62.36% 15.093%

24 12.439 1722 1726 1728 rVV 498480 437391 11.98%  2.900%
25 12.463 1728 1730 1734 rVB 94704 79135 2.17% ©.525%

26 12.692 1764 1769 1777 rBV 126106 215610 5.91%
27 12.839 1790 1794 1797 rBV 1127182 949134 26.00%
28 13.163 1847 1849 1851 rVB 59347 43943 1.20%
29 13.898 1970 1974 1976 rBV2 389865 393976 10.79%
30 13.992 1987 1996 1994 rVB2 127606 127361 3.49%
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31 15.339 2215 2219 2223 rVB 226172 286330 7.84% 1.899%

Sum of corrected areas: 15081167
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Jun 2022 03:22
¢ CG\JU
: N3427-01

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
BF128977.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Time-->

TIC: BF128977.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Undecane, 2,6-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
g6  2.31ng 45285 Naphthalene-ds 5.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 Cl32s 017301-23-4 72

2 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
4 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 59
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59

Abundance Scan 983 (8.069 min): BF128977.D\data.ms (-979) (-) m/z 57.10 100.00%
57.1
5000
‘ 98.1 7.80 8.00 8.20 8.40
' 140.1 —
oH_mw;mH‘_“wehH“_ulu_miww_wwm m/z 43.10  48.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 LB L L L B I BN IR
7.80 8.00 8.20 8.40
m/z 71.05 31.46%
29.0 98.0
O\\‘\‘\‘\\““\\\‘!“\\H\\BIO\“\\\“‘\\”\‘\\\]-\4.‘1\.\0\\‘]-\6\9\.9‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 ¢WMA
PR R g e
7.80 8.00 8.20 8.40
5000 ITI/Z 41.05 25.98%
99.0
o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl- R AR e
57.0 7.80 8.00 8.20 8.40
m/z 55.00 16.41%
5000
29.0 85.0 126.0
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 unknown8.298 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.298 2.54 ng 49780  Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 49
2 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 43
3 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 43
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
5 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 43
Abundance Scan 1022 (8.298 min): BF128977.D\data.ms (-1018) (-) m/z 55.10 100.00%
55.1
5000
119.0
e A ARERRRES
H 81.0 ‘ 162.1 8.00 8.20 8.40 8.60
0 WW“A” ,H‘H“U “J‘J“‘JAENMMMM“H‘,‘Jl‘J,Wwwwww,” m/z 83.15 80.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43497: Cyclohexane, hexyl-
83.0
5000 UL L B LI NI A BN
8.00 8.20 8.40 8.60
41.0 m/z 82.10 67.74%
168.0
0 \H‘\‘\‘\\““\H“l"\‘}“\\“ \H“HH.‘HH‘HH’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
83.0
8.00 8.20 8.40 8.60
5000 m/z 41.05 60.10%
41.0
1250 168.0
e -
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173736: Cyclohexane, tetradecyl- AR BESEEEEEE
83.0 8.00 8.20 8.40 8.60
m/z 69.10 32.10%
5000
41.0
0 i H \\‘ MH | " \125'0154'0 196.0 289'(
P e e e e e e e e e Gl
m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Dodecane, 3-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.428 3.03 ng 59454  Naphthalene-d8 8.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 86
2 Decane, 2-methyl- 156 C11H24 006975-98-0 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Octane, 2,7-dimethyl- 142 C1eH22 001072-16-8 64
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64
Abundance Scan 1044 (8.428 min): BF128977.D\data.ms (-1041) (-) m/z 57.10 100.00%
57.1
5000
85.1 e e
‘ ‘ 1131 1541 8.20 8.40 8.60 8.80
O bbb e m/z 43.05  56.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59042: Dodecane, 3-methyl-
57.0
5000 L LI L I LN B
8.20 8.40 8.60 8.80
29.0 85.0 m/z 71.10  48.30%
o 190
O\\\‘\‘\\\“‘\\\“\\H\\‘i\\\‘\\\‘\‘\\\\‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
A RREEEEE R
8.20 8.40 8.60 8.80
5000 m/z 41.10 39.94%
29.0 85.0
112.0
141.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane AR Amme e T,
57.0 8.20 8.40 8.60 8.80
m/z 56.05  28.23%
5000
85.0
29.0
0 ‘\ ‘L‘ Lo M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e e A e A RRRER RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.157 2.07 ng 42028  Acenaphthene-d10 9.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 93
2 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 50
3 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 43
4 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 007056-56-6 30
5 4-[(4-Fluorophenyl)methyl]piperi... 193 C12H16FN 092822-02-1 30
Abundance Scan 1168 (9.157 min): BF128977.D\data.ms (-1164) (-) m/z 193.20 100.00%
41.1 193.2
81.1
109.1
5000 137.2
SO (117
‘ ‘ ‘ ‘ 172.1 ‘ 8.80 9.00 9.20 9.40
0 AL L L L wz a1.10 93.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 L
8.80 9.00 9.20 9.40
m/z 55.10 91.11%
‘ ‘ 151.0
O\‘\\\\’\\\‘\‘\ \\“’}\\‘!‘\‘\‘i\“!\\\“\\‘}\‘\\\\“\\\“\‘\!\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0 109.0 193.0
84.0
30.0 \‘\\\\‘\\\\’\\\\‘\\\\‘\
8.80 9.00 9.20 9.40
5000 m/z 43.05 76.46%
135.0
164.0
O e el i Ll A el Sl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69268: Cyclododecanone, 2-methylene-  ERAEmaREI T
41.0 8.80 9.00 9.20 9.40
m/z 57.05 74.29%
67.0
5000
95.0
123.0
1510 19?'0
o' Pl e e e L L Lt
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.645 30.00 ng 608580  Phenanthrene-di10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1591 (11.645 min): BF128977.D\data.ms (-1587) (- m/z 74.10 100.00%
74.1
5000 433
143.0 Col A
M ‘ ‘ 101.1 ‘ 185.2 2 ‘ 270.1 11.50 12.00
Ol A AT L b S e T m/z 87.10 0 74.44%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 12.00
143.0 m/z 43.10  39.48%
O\‘HH’}H\‘HH’\‘H\‘HH’\H\‘HH’HH‘HH‘HH‘\H\‘HH‘H‘H’
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
74.0
— =
11.50 12.00
5000/ 43.0 m/z 55.05 34.21%
0 1010 1430 4850 2270 270c
T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109337: Tridecanoic acid, methyl ester == T
74.0 11.50 12.00
m/z 41.05 31.56%
50001 43.0
0 Il H ‘H‘ N \19\1 0 143 ° 1850 228.0
‘_‘HM‘H‘HH,H‘wH‘w‘HW‘H‘WH‘_‘HM‘H‘HH‘H‘WH‘W = —
m/z--> 20 40 60 80 100120140 160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzaldehyde, 3,5-dichloro-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.863 2.38 ng 48278  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 49
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 42
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 38

Abundance Scan 1628 (11.863 min): BF128977.D\data.ms (-1625) (- m/z 189.10 100.00%
189.1

5000
{0 ——
11.50 12.00
0 m/z 192.10 95.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 E "'\ 4t wAN‘“’r\’\“ T
63.0 11.50 12.00
m/z 190.10 95.35%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance wmﬁﬂ
190.0
8.0 146.0 ‘ L o™
11.50 12.00
5000 82.0 m/z 191.16  66.99%
117.0
Ol e b S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl- mmm@m‘ } —
192.0 11.50 12.00
m/z 165.05  25.14%
5000

83.0 165.0
39.0 ¥ 11301300

O e e e e e e e e

- \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.339 179.96 ng 3650120  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
Abundance Scan 1709 (12 339 min): BF128977.D\data.ms (-1704) (- m/z 67.10 100.00%
67.
5000
09.1 - ——
12.00 12.50
2633
- ‘;““ MH “““““ ““ ”‘ d ‘1‘87‘2‘2‘2‘0‘2‘ L2942 sl.1e 80.39%
miz--> 50 200 250
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
670
5000 — —
12.00 12.50
29.0 09.0 pone | ™2 55:10  67.51%
263.0 :
oLl \“ ‘u“ mH w “\‘1‘&‘1‘0 2200 | |
m/z--> 50 200 250
Abundance
67.0
— I
12.00 12.50
5000 m/z 95.10 53.34%
109.0
o 149.0 262.0294.(
— T T
m/iz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester — ——
67.0 12.00 12.50
m/z 41.10 53.28%
5000
29.0 09.0
294.C
ol I bl ‘nhwuh‘ m L, 2230 263070 | L
m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22

Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 16-Octadecenoic acid, methy... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.357 112.22 ng 2276140  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 96
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 95
4 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 93
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91

Abundance Scan 1712 (12.357 min): BF128977.D\data.ms (-1710) (-} | m/z 55.10 100.00%
55.1
5000 87.1 MA
64, — e
‘ 231 1802 2223 12.00 12.50
ok \HHAHMW‘NﬂWWNWWNW\‘\j\“\c¢ww h 29%% m/z 41.10 62.80%
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 — s
87.0 12.00 12.50
264.0 m/z 69.10 58.73%
‘H 230 1800 2220 296.0
0! \‘u‘\ \‘M “MM‘ i ‘m‘\‘ b T ““ : “"‘
miz--> 50 100 150 200 250 300
Abundance
55.0
— =
12.00 12.50
5000 ITI/Z 74.10 53.16%
87.0
264.0
123.0 180.0 222.0 296.0
oLt b MLl ot e L P
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester — P
55.0 12.00 12.50
m/z 43.10 48.31%
5000
87.0
264.0
H 25.0 180.0 222.0 h 296.0
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Tridecanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.163 2.23 ng 43943  Chrysene-d12 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 89
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 76

Abundance Scan 1849 (13.163 min): BF128977.D\data.ms (-1847) (- 74.00 100.00%
74.0
5000
143.0 234.2
283.3 326.3 13.00 13.50
0 87.05 76.08%
miz--> 50 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000
13 OO 13 50
m/z 43.10 44.86%
143.0
=Ll 1850 2280
O\\\\‘\\H\”\"‘\\‘\\‘\\\\“\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
74.0
—— —
13.00 13.50
5000 m/z 55.10 33.82%
143.0 2830 326.0
29.0 199.0 241.0 ’
o RN 0 11 T A S
m/iz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester —— ——
74.0 13.00 13.50
m/z 41.10 30.76%
5000
143.0
‘ L | 1850 2270 2700
ob— bl o b L e e
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.992 6.47 ng 127361  Chrysene-di2 13.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 47
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 43
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38
Abundance Scan 1990 (13.992 min): BF128977.D\data.ms (-1987) (- m/z 277.10 100.00%
277.1
5000 fA\AWMNMN
77.0 2011 =
‘ 1521‘ H w572 14.00
ol L 3572 5816 35.15%
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T
14.00
77.0 199.0 m/z 201.10 23.77%
152.0
O\2\7\.(?‘}‘\\‘\\‘\\\\““\\\“\H\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
277.0
——
14.00
5000 m/z 199.10 23.00%
7o 183.0
131.0
o L
m/z--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5- P
277.0 14.00
m/z 77.00 21.41%
5000
o 183.0
NEZTI DA o
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062322\
Data File : BF128977.D

Acqg On : 24 Jun 2022 03:22
Operator : CG\JU

Sample : N3427-01

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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|
Undecane, 2,6-d... 8.069 2.3 ng 45285 2 8.010 392112 20.0
unknown8.298 8.298 2.5 ng 49780 2 8.010 392112 20.0
Dodecane, 3-met... 8.428 3.0 ng 59454 2 8.010 392112 20.0
Decahydro-1,1,4... 9.157 2.1 ng 42028 3 9.763 405881 20.0
Hexadecanoic ac... 11.645 30.0 ng 608580 4 11.251 405655 20.0
Benzaldehyde, 3... 11.863 2.4 ng 48278 4 11.251 405655 20.0
9,12-Octadecadi... 12.339 180.0 ng 3650120 4 11.251 405655 20.0
16-Octadecenoic... 12.357 112.2 ng 2276140 4 11.251 405655 20.0
Tridecanoic aci... 13.163 2.2 ng 43943 5 13.898 393976 20.0
Triphenylphosph... 13.992 6.5 ng 127361 5 13.898 393976 20.0
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