LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61721\
Data File : BG@49014.D

Acqg On : 17 Jun 2021 15:01
Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 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-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49014.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.162 15 21 31 rBV 73859 162562 10.74% 1.633%
2 3.238 31 34 39 rvB2 17710 26963 1.78% 0.271%
3 5.194 363 367 372 rBV 12991 21862 1.44% 0.220%
4 5.665 439 447 456 rBV 465781 775480 51.25% 7.791%
5 7.263 711 719 734 rBV 472233 836656 55.30% 8.405%

6 8.109 856 863 872 rBV 137318 235463 15.56% 2
7 9.278 1050 1062 1071 rBV 290802 532229 35.18% 5
8 10.694 1296 1303 1313 rBV 245799 423886 28.02% 4.259%
9 10.935 1337 1344 1351 rVB 175833 319062 21.09% 3
10 13.373 1753 1759 1770 rVB 653427 1002595 66.27% 10.072%

11 13.643 1798 1805 1810 rBV2 34148 55996 3.70% ©.563%
12 13.943 1851 1856 1862 rVB4 18786 28050 1.85% 0.282%
13 14.754 1987 1994 2003 rVB 286208 448210 29.62% 4.503%

14 16.240 2240 2247 2257 rVB 649813 1013684 67.00% 10.184%

15 17.504 2455 2462 2468 rBV 380356 589331 38.95% 5.921%
16 18.162 2565 2574 2580 rBV 42004 59095 3.91% 0.594%
17 18.385 2606 2612 2622 rBV 130536 190975 12.62% 1.919%
18 19.331 2769 2773 2776 rVB 51036 59837 3.95% ©0.601%
19 19.460 2788 2795 2799 rBV 35136 42745 2.83% 0.429%
20 19.554 2805 2811 2817 rVB 15273 26520 1.75% ©.266%
21 19.648 2823 2827 2835 rBv2 75311 104154 6.88% 1.046%
22 19.913 2868 2872 2879 rVB2 11766 21934 1.45% 0.220%
23 20.106 2899 2905 2911 rVB 1183200 1512993 100.00% 15.200%
24 20.788 3018 3021 3028 rVB8 13256 18911 1.25% ©.190%

25 21.423 3124 3129 3135 rBV3 71579 120138 7.94% 1.207%

26 21.675 3168 3172 3177 rVB3 17342 28744 1.90%  0.289%
27 21.793 3183 3192 3198 rBV 381675 659510 43.59%
28 25.118 3748 3758 3768 rBV3 218209 636226 42.05% 6.392%

[e))
(o))
N
[e))
R

Sum of corrected areas: 9953811
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Jun 2021 15:01
: CG/JU
. M2735-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
BG049014.D

: 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49014.D

Acqg On : 17 Jun 2021 15:01
Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 2 unknown3.238 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.238 2.29 ng 26963 1,4-Dichlorobenzene-d4 8.115

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 23
2 1-Propene-1-thiol 74 C3He6S 000925-89-3 9

3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 9
4 Ethyl formate 74 C3H602 000109-94-4 7

5 Pyrrolidine 71 C4HON 000123-75-1 5
Abundance  Scan 34 (3.238 min): BG049014.D\data.ms (-31) (-) m/z 73.10 100.00%

73.1
43.1
5000 55.1
87.1 \’\

“ ‘ 320 3.40 3.60
owm‘_m""‘“MmHH,HH‘MM,HH_H m/z 43.10  64.41%

m/z--> 10 20 30 60 70 80 90
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
55.0
43.0
5000 e BB T

3.20 340 3.60
27.0 m/z 55.10 44 .41%
)

15\0 \“‘ ‘ | an| ul 8170
T ‘ TTTT ‘ L ‘ LI ‘ L ‘ TTTT ’ TT T ‘ T ’ T ‘ T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #827: 1-Propene-1-thiol
73.0

3.20 340 3.60

o

5000 m/z 87.10 23.63%
45.0
0 37.0) 55.0 65.0 ||,
e e e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #4486 Butane, 2-methoxy-2-methyl- A 7 . R
73.0 3.20 3.40 3.60

m/z 71.10 19.53%

5000
43.0 55 0 87.0
29.0 ‘
. e I

m/z--> 10 20 30 70 80 90 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49014.D

Acqg On : 17 Jun 2021 15:01
Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.694 26.57 ng 423886 Naphthalene-d8 10.935
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
4 Di-sec-butyl ether 130 C8H180 006863-58-7 53
5 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 50

Abundance Scan 1303 (10.694 min): BG049014.D\data.ms (-1296) (-  m/z 45.10 100.00%

458.1
5000 /{
‘ —
75"1 011 1a10 10,50 11.00
owHH““!‘HMHHWM_“L‘;Mm_m‘mwm m/z 57.15 90.70%
miz--> 20 40 60 80 100 120 140 160
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
29.0 10 50 11.00
75.0 m/z 41.10 40.83%
O T ‘ \‘H“\‘\“‘H‘\ \‘!‘HH\ \‘1“\ ‘ \“1‘ \1\0}0‘\0\ T ‘ \1\3\2\0‘ LU ‘ 1T
miz--> 20 40 60 80 100 120 140 160
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
1
10 50 11.00
5000 ITI z 56.10 16.00%
29.0 75.0
100.0
o ! ‘M Ao 120 630
miz-> 40 60 8 100 120 140 160
Abundance #13749: Butane, 1-(1-methylpropoxy)- /\‘ ‘
57.0 10 50 11.00
m/z 75.10 15.74%
5000
29.0 101.0
6 \‘ B30 1300

.
m/z--> 20 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\BG061721\
Data File : BG@49014.D

Acqg On : 17 Jun 2021 15:01

Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 unknownl3.643 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.643 2.50 ng 55996  Acenaphthene-d10 14.754
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 40
2 4-Pyridinemethanol, acetate (ester) 151 C8H9NO2 001007-48-3 25
3 3-Hexyne-2,5-diol, 2,5-dimethyl- 142 C8H1402 000142-30-3 12
4 Di(n-hexyl)sulfone 234 C12H2602S 016823-61-3 10
5 Geranyl acetate, 2,3-epoxy- 212 C12H2003 050727-95-2 9

Abundance Scan 1805 (13.643 min): BG049014.D\data.ms (-1798) (- m/z 43.10 100.00%
3.1
5000 109.1
151.1
P e
‘ P ‘ 13.50 14.00
Ol ‘ el w‘““w PSS m/z 109.10  43.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #82808: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0
5000 ‘ /\ T o
109.0 151.0 13.50 14.00
69.0 m/z 151.85  26.62%
O\‘\\\\ élbfflgoo
m/z--> 20 40 80 100 120 140 160 180
Abundance #24897. 4—Pyr|d|nemethano|, acetate (ester)
43.0 109.0 /\
bt e
13.50 14.00
5000 m/z 41.10 22.63%
80.0 151.0
0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19756: 3-Hexyne-2,5-diol, 2,5-dimethyl-
43.0 13.50 14.00
109.0 m/z 57.10 13.65%
5000 81.0
0"u‘u‘u““H“‘:“_“M‘H‘puH‘H‘H_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49014.D

Acqg On : 17 Jun 2021 15:01
Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Hexadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.162 2.01 ng 59095  Phenanthrene-d10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83
4 Methyl stearate 298 (C19H3802 000112-61-8 80
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 2574 (18.162 min): BG049014.D\data.ms (-2565) (- m/z 74.10 100.00%
74.1
5000
143.1 e . A —
227.3
18.00 18.50
Ly, 2832 1, 280 3207 :
0 ““\M“thwhu“whﬁ ok m/z 87.10 79.10%
m/z--> 100 150 200 250 300
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 ——t— /\4 —
18.00 18.50
143.0 m/z 43.05 46.51%
‘ i | 1850 2270 2700
O\\\\H“\“ ‘M\h“\”\‘\\‘\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘
miz-> 50 100 150 200 250 300
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
el —
18.00 18.50
5000 270.0 m/z 55.05 33.07%
b a ] 2250
ok ‘\“ U ‘n\‘ I H“\‘\“ “M‘\‘{ — ‘\ “‘ \‘ " \‘\ - “ Cep
miz--> 100 150 200 250 300
Abundance #154941:Nonadecanok:add,nuﬂhyleﬁer ey —
74.0 18.00 18.50
m/z 41.20 30.90%
5000
143.0
312.0
AL ‘ 1900 2690 3
0 ‘H\‘\\m‘ Lo L I \

\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ L ]

m/z--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49014.D

Acqg On : 17 Jun 2021 15:01
Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.385 6.48 ng 190975  Phenanthrene-die 17.504
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 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2612 (18.385 min): BG049014.D\data.ms (-2606) (-  m/z 73.10 100.00%

43.2 73.1
5000 129.2
. ‘ T /\\ T T \A T
‘ ’ 18.00 18.50
0“W‘H4JH m/z 43.20 94.98%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 N T
18.00 18.50
157.01g5 02130  256.0 m/z 60.10 93.12%
O,
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #72648: Tridecanoic acid
73.0
— sy
43.0 18.00 18.50
5000 ITI/Z 41.20 87.16%
129.0
1710 2140
101.0 ‘
02500 W L4 H“ wm ﬂ‘“ Jw‘:‘uw‘w‘HH_‘m_wwww
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T —T
43.0 ,73.0 18.00 18.50
m/z 57.10 82.90%
5000 129.0
99.0
e e T
o%ﬁgk“wﬁﬂMﬁNMWLWMMM‘HH_HWAHWHHM‘HMHW‘ ety _
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\BG061721\
Data File : BG@49014.D

Acqg On : 17 Jun 2021 15:01
Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 cis-13-Octadecenoic acid, m... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.331 2.03 ng 59837  Phenanthrene-d10 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1000333-58-3 91
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 91
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 91

Abundance Scan 2773 (19.331 min): BG049014.D\data.ms (-2769) (-  m/z 55.10 100.00%

5I:
5000
7.1
— —
‘ ‘ 5 180.2 222.3 264.1 355, 19.00 19.50
0L— \H‘M\Hu\ wH\h \M ' ‘ - M‘\"‘hw\w””‘\‘ m/z 41.10 59.90%
m/z--> 50 100 150 200 250 300 350
Abundance #141299: cis-13-Octadecenoic acid, methyl ester
55.0
5000 — —
7.0 19.00 1950
264.0 m/z 69.10 52.09%
38.0 180.0 222.0 ‘
015 ““‘h \“‘”\ ‘1‘ [ “L T T \‘\ T \“ LA
m/z--> 50 100 150 200 250 300 350
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
i \
19 00 19 50
3{37.0 180.0 222.0 264.0
0! \‘h“x\“‘u\““‘\ \‘H\ i ‘ - “ T ‘”‘ —
m/z--> 50 100 150 200 250 300 350
Abundance #141285: 10-Octadecenoic acid, methyl ester ¢ ‘A
55.0 19. 00 19. 50
m/z 83.10 41.12%
5000
O,
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49014.D

Acqg On : 17 Jun 2021 15:01
Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.648 3.53 ng 104154  Phenanthrene-die 17.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Undecanoic acid 186 C11H2202 000112-37-8 55

Abundance Scan 2827 (19.648 min): BG049014.D\data.ms (-2823) (- m/z 57.10 100.00%

1
5000 129.1
1852 2413 ke S
284.4
| ‘ ‘ ‘ | 355, 19.50 20.00
0 T m/z 43.106 95.78%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 Uk o
3.0 19.50 20.00
1850 54q o 2300 m/z 73.10  94.61%
oL ““ H‘ m‘\‘ﬂh“w w“‘ ‘ L ‘L “\‘ “ — \‘ “\ ’\‘ . R
miz--> 50 100 150 200 250 300 350

Abundance #107549: n-Hexadecanoic acid

60.0
oy LU0 e
19.50 20.00
5000 129.0 m/z 60.10 94.20%
171.0 213.0 256.0
[ E— ‘“O Hﬂh“‘\ ‘\‘u‘\‘h} ‘\““ “ “‘ \‘ ““\‘ . "\‘ R

mize> 50 100 150 200 250 300 350

Abundance #84453: Tetradecanoic acid ol L At e

73.0 19.50 20.00
m/z 55.10  90.85%

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49014.D

Acqg On : 17 Jun 2021 15:01
Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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 9 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.422 3.64 ng 120138 Chrysene-d12 21.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
2 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 91

Abundance Scan 3129 (21.423 min): BG049014.D\data.ms (-3124) (- m/z 43.20 100.00%

43.2 '
5000
‘ 2150
1481 2071 267.0 :
oY — M‘\“H\H\ W e 28 m/z 57.20 85.91%
miz--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 LN
11.0 21.50
m/z 55.10 84.73%
REIRIRN \HL 154.0 21002550 356.0
\\\\‘ \\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance  #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0
—
21.50
5000 ITI/Z 69.15 66.02%
1690
otsd UL LI m\w U T
miz--> 50 150 200 250 300 350
Abundance #215904.(M1acosano| e —
57.0 21.50
m/z 83.10 64.44%
5000
ol il h i M 2019502360 20203340 3924
et e e e
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BGO49014.D

Acqg On : 17 Jun 2021 15:01
Operator : CG/JU

Sample : M2735-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.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|
unknown3.238 3.238 2.3 ng 26963 1 8.115 235463 20.0
Ethanol, 2-(2-b... 10.694 26.6 ng 423886 2 10.935 319062 20.0
unknown13.643 13.643 2.5 ng 55996 3 14.754 448210 20.0
Hexadecanoic ac... 18.162 2.0 ng 59095 4 17.504 589331 20.0
n-Hexadecanoic ... 18.385 6.5 ng 190975 4 17.504 589331 20.0
cis-13-Octadece... 19.331 2.0 ng 59837 4 17.504 589331 20.0
Octadecanoic acid 19.648 3.5 ng 104154 4 17.504 589331 20.0
Pentafluoroprop... 21.422 3.6 ng 120138 5 21.793 659510 20.0
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