LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc :

ALS Vvial : 20 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129932.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.010 460 463 484 rVB 281414 385832 1.69% 0.539%
2 5.422 530 533 554 rBV 3354155 3574781 15.63% 4.991%
3  6.445 702 707 721 rBV 3663093 3548648 15.52% 4.954%
4 6.787 761 765 771 rBV 1111163 950822 4.16% 1.327%
5 7.357 857 862 865 rBV 2584887 2287228 10.00% 3.193%

.069 979 983 986 rBV 1518159 1252126 5.48% 1

.139 1161 1165 1168 rBV 4500338 4088809 17.88% 5

.822 1277 1281 1284 rBV 1611626 1256953 5.50% 1.755%
8 2
4 1

O O 0

10.616 1412 1416 1427 rBV 2384084 2027163 .86%
10 11.310 1530 1534 1537 rBV 1200762 1020655 .46%

11 11.698 1595 1600 1603 rBV 7520068 6359470 27.81% 8.878%
12 11.839 1621 1624 1630 rBV3 246539 237480 1.04% 0.332%
13 12.398 1710 1719 1721 rBV 12579525 22869296 100.00% 31.928%
14 12.422 1721 1723 1727 rVV2 12556666 11917502 52.11% 16.638%
15 12.457 1727 1729 1731 rVV 289657 232889 1.02% ©.325%

16 12.486 1731 1734 1738 rVB 3900016 3257090 14.24%  4.547%
17 12.533 1738 1742 1752 rBV2 746542 1282801 5.61% 1.791%
18 12.763 1777 1781 1788 rVB 262607 334325 1.46% ©.467%
19 12.898 1798 1804 1807 rBV 3129224 2752964 12.04%  3.843%
20 13.210 1853 1857 1860 rBV 288949 267770 1.17% 0.374%
21 13.874 1967 1970 1975 rBV 327062 276583 1.21% ©.386%
22 13.957 1980 1984 1987 rBV2 859310 889343 3.89% 1.242%

23 15.415 2229 2232 2237 rVB 493750 557896 2.44%  0.779%

Sum of corrected areas: 71628426
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129932.D\data.ms
1.2e+07

le+07
8000000
6000000
4000000 5.422 6.445

7.357

2000000
6.787

5.010

o

Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF129932.D\data.ms

1.2e+07

2o

le+07
8000000 11.698

6000000

9.139

12.486
4000000 12,898

10.616
2000000{ 069 9-TCZ 11.310 J

fk )\ 11.839
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF129932.D\data.ms
1.2e+07

o
| —

12.533
42 / 12.76 13.210

le+07
8000000
6000000
4000000

2000000
13.957

13.8w15
L~ A

0 ‘ T T T T T T T T ‘ T T T T ‘ T T T T T
Time—>  13.50 14.00 14.50 15.00 15.50

T ‘ T T ‘ T T
17.50 18.00 18.50

T ‘ T T ‘ T T T
16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.010 8.12 ng 385832 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 463 (5.010 min): BF129932.D\data.ms (-460) (-) m/z 43.05 100.00%

43.0
59.1
5000

o 450 4.5 500 5.0 5.40

ol 830 per
o‘m_kum_m_‘m_m_mw m/z 59.10  62.42%

m/z--> 20 40 80 100 120 140

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L R R A R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 22.13%
15.0 101.0
‘ T " | 83.0 ! ‘
0\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
s BaE o
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.10 15.35%
126.0
e b 1280120
m/iz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime Ranas e RANaaRREE L
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.43%
5000
101.0
15.0 ‘
0 | \\‘ . 6p.0 84.0 \

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.698 124.61 ng 6359470  Phenanthrene-d10 11.310
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 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1600 (11.698 min): BF129932.D\data.ms (-1595) (- m/z 74.05 100.00%
74.0

5000
43.1
143.1 LN N
227.2
il sn T e =2 e s ke
owwHH_uhu‘vl‘u‘m,w_Hwm,mH_ww\ww‘ m/z 87.05  75.53%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 11.50 12.00
143.0 m/z 43.10  31.75%
‘u \“ ‘\‘ \\\1(\)\10 | 17\10\199022\70 270.0
O\‘HH‘HH‘\\‘\\‘\‘H\“HH’\H\‘\H\‘HH’HH‘\H\‘\H\‘HH‘\\‘H‘

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

S

74.0
— ‘
11.50 12.00
5000/ 43.0 m/z 55.10  27.97%
oo 189 150 2270 o
“H‘w‘u‘_H‘_‘H‘H‘W‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #109337: Tridecanoic acid, methyl ester —— 4
74.0 11.50 12.00
m/z 41.10 25.05%
5000 43.0
o0 PO 1850 g5
e e e e e e e —— —r—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.839 4.65 ng 237480  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1624 (11.839 min): BF129932.D\data.ms (-1621) (- m/z 72.95 100.00%
43.1 73.0
5000 129.0
192.1 — e
bl \H P9 L Y | preTpe s 1200
O ke oAb Ll ”N‘wu‘w“um‘pum L ARSI m/z 59.95  88.79%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 ‘A T
11.50 12.00
157.01g5 02130  256.0 m/z 43.10 88.08%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
43.0 ll 50 12 00
5000 m/z 57.10 72.81%
129.0
1710 5140
101.0 ‘ ‘
e H“ wm ﬂ‘“ Jw‘:‘uw‘w‘HH_‘m_wwww
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0 ll 50 12 00
m/z 41.05 72.21%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.398 448.13 ng 22869300  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1719 (12.398 min): BF129932.D\data.ms (-1710) (- m/z 67.10 100.00%
67.1
5000
09.1
— P
263.3294.7 12.00 12.50
oL ‘3‘6‘ H‘ H m . u Hh‘ H\ ‘M ‘11‘87‘ 2229 : L ?\ ‘ m/z 81.05 88.51%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — A
12.00 12.50
290 09.0 m/z 55.05  63.26%
294.C
ol Wl ‘uh ‘MHWH\\‘ m by 2230 20307°F
miz--> 50 100 150 200 250
Abundance #191917: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
— P
12.00 12.50
5000 m/z 95.10 62.22%
29.0
0,
m/iz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- — A
67.0 12.00 12.50
m/z 41.10 51.26%
5000
09.0 294.C
ol 1L U i amemme 2po | LU
miz--> 50 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26

Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.422 233.53 ng 119175060  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98

Abundance Scan 1723 (12.422 min): BF129932.D\data.ms (-1721) (|  m/z 55.10 100.00%
55.1
5000 /Kﬁfx
P
‘ 12.50
ol Il m/z 69.10  73.06%
m/z--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 87.0 1
12.50
230 m/z 74.10 71.11%
‘ ‘ WA ‘ 180.0 222.0 264.02
02‘5“0“\“ | H‘ I H\H\\H‘MH\‘\\ ull ks ‘1 e ‘H‘ , ‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
e
12.50
m/z 41.10 69.21%
5000 87.0 /
264.0
23.0  180.0 222.0 ‘
ok H‘ ‘u H‘ HM “ d Lty flpi b - “‘ ‘2‘96‘0
m/z-> 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester e
55.0 12.50
m/z 83.10 65.36%
5000
87.0
264.0
25.0 180.0 222.0 ‘
ol u“ I ‘H\‘ ‘HHMM ‘Hm Jilgpp el TP 2960 W
miz--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 9,12,15-Octadecatrienoic ac... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.457 4.56 ng 232889  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12,15-Octadecatrienoic acid, (... 278 C18H3002 000463-40-1 90
2 9,12,15-0Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 90
3 Methyl 8,11,14-heptadecatrienocate 278 C18H3002 1000336-35-1 90
4 1,8,11,14-Heptadecatetraene, (Z,... 232 C17H28 010482-53-8 86
5 9,12,15-Octadecatrien-1-01, (Z,Z... 264 C18H320 000506-44-5 83
Abundance Scan 1729 (12.457 min): BF129932.D\data.ms (-1727) (|  m/z 79.05 100.00%
79.0
41.1
5000 /WMA\
rl.l ‘ 2\ d
173.1203.9 12.5
ol WWMWMWNWHJ@H\‘Nhugéﬁﬁgﬁg}‘ ’ m/z 55.10 64.48%
miz--> 50 100 150 200 250
Abundance #171208: 9,12,15-Octadecatrienoic acid, (Z,Z,Z)-
79.0
5000 ]
41.0 12.50
21.0 m/z 93.05 61.90%
o ‘LMW«“‘i93P“ ‘?%%9“‘27§9,
miz--> 50 100 150 200 250
Abundance #189451: 9,12,15-Octadecatrienoic acid, methyl ester, (Z
79.0
Ao
12.50
5000 m/z 67.05 58.35%
41.0
21.0
. 236.0 292.(
0! ‘\ HV Hhh\ \‘H‘hw“ E-G“?‘P‘ ‘\20‘3‘0‘ . \‘ ‘ P “ !
m/iz--> 50 100 150 200 250
Abundance #171206: Methyl 8,11,14-heptadecatrienoate el
79.0 12.50
m/z 41.10 52.46%
5000
rzl.o
278.0
oLl— ‘JMMM ‘MMMMNMWS%9%999?%%P‘W ey -
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 7 Eicosanoic acid, methyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.210 6.02 ng 267770  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Methyl stearate 298 C19H3802 000112-61-8 93
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 83
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83

Abundance Scan 1857 (13.210 min): BF129932.D\data.ms (-1853) (- m/z 74.10 100.00%
74.1
5000 J
143.0 0833 —r— —h—
oHH | Ll M e e m/z 87.00 78.93%
m/z--> 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 == el
13.00 13.50
143.0 326.( m/z 43.10 41.93%
' 283.0 '
Ot q ‘H\ ‘\‘ ‘MlTp\‘p‘\ 1“ T \;\9?9\‘2\4\‘1‘0\ T \L\“‘ L
m/z-> 100 150 200 250 300
Abundance #197271: Methyl stearate
74.0
—— —
13.00 13.50
5000 m/z 55.10 31.70%
143.0
29-4 ‘ ‘ 199.0 255.0 298.0
i B LI O O
m/iz--> 50 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester —— —
74.0 13.00 13.50
m/z 41.10 25.03%
143.0
2410 284.0
o 11990 T M i G
m/z--> 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\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 8 Docosanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.874 6.22 ng 276583  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 95
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
4 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 90
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 1970 (13 874 min): BF129932.D\data.ms (-1967) (- m/z 73.95 100.00%
74.0
5000
143.1 A IS -
| i) ‘ 1992 o553 3113354, | 1350 14.00
oAbl L ek m/z 86.95  76.86%
miz--> 50 100 150 200 250 300 350
Abundance #264182: Docosanoic acid, methyl ester
74.0
A W
5000 e o
354.C 13.50 14.00
143.0 m/z 43.10 41.51%
i H 1)y, | 1000 2850 MO
O\\“\\“‘\‘\‘\‘H\“‘\‘\‘\\’\\\\“\\\\“\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #214954:Nonadecanok:add,nuﬁhyleﬁer
74.0
— ——
13.50 14.00
5000 m/z 55.10 32.89%
312.0
18.0 ‘ ‘ 143.0 269.0
‘ | ‘M ‘ h ‘M\‘\M | ‘ . 2\1?’0 Ly L
oh A i TR N
m/z--> 100 150 200 250 300 350
Abundance #232222:Emosanok:add,nuﬂhyleﬁer “ ——
74.0 13.50 14.00
m/z 57.10 25.80%
5000
143.0
326.0
Ly ‘ 199.0 2410 2830 7
owm‘ummwm,HH‘m_m‘_m_ — e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129932.D

Acqg On : 20 Aug 2022 03:26
Operator : CG\JU

Sample : N4240-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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-... 5.010 8.1 ng 385832 1 6.787 950822 20.0
Hexadecanoic ac... 11.698 124.6 ng 6359470 4 11.310 1020660 20.0
n-Hexadecanoic ... 11.839 4.7 ng 237480 4 11.310 1020660 20.0
9,12-Octadecadi... 12.398 448.1 ng 22869300 4 11.310 1020660 20.0
9-Octadecenoic ... 12.422 233.5 ng 11917500 4 11.310 1020660 20.0
9,12,15-Octadec... 12.457 4.6 ng 232889 4 11.310 1020660 20.0
Eicosanoic acid... 13.210 6.0 ng 267770 5 13.957 889343 20.0
Docosanoic acid... 13.874 6.2 ng 276583 5 13.957 889343 20.0
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