LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123262.D

Acqg On : 22 Feb 2021 17:03
Operator : JU/CG

Sample : M1425-12

Misc :

ALS Vvial : 11 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-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123262.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.810 117 123 130 rVB 222057 303575 6.74% 1.092%
2 4.657 433 437 442 rBV 521062 525559 11.66% 1.890%
3 4.728 445 449 454 rVB 61357 65897 1.46% 0.237%
4 5.075 505 508 510 rBV 110680 126023 2.80% 0.453%
5 5.099 510 512 516 rVB 323975 292018 6.48% 1.050%

6 5.487 574 578 581 rBV 3783922 3396611 75.39% 12.
7 6.493 744 749 761 rBV 2631057 2590459 57.49%
8 6.857 807 811 814 rBV 890625 689893 15.31%
9 7.416 901 906 909 rBV 1999574 1880963 41.75%

8.140 1025 1029 1032 rBV 1170780 918966 20.40%

woanNnLOUN
Y
(o]
iy
R

11 9.216 1207 1212 1215 rBV 3674617 3312524 73.52% 11.
12 9.898 1324 1328 1331 rBV 1288342 1053401 23.38%
13 10.692 1458 1463 1466 rBV 2741806 2573590 57.12%
14 11.386 1577 1581 1584 rBV 1345065 1139379 25.29%

wph O WwR
N
U
W
2

15 11.922 1668 1672 1685 rBV 777775 891421 19.78% 205%
16 12.210 1718 1721 1725 rBV 68478 70744  1.57% 0.254%
17 12.369 1744 1748 1751 rVB 389484 313809 6.96% 1.128%
18 12.427 1755 1758 1762 rBV 99724 88410 1.96% ©.318%
19 12.710 1803 1806 1814 rBV 379064 469465 10.42% 1.688%

20 12.986 1847 1853 1856 rBV 4645075 4505600 100.00% 16.200%

21 13.910 2002 2010 2028 rBV3 132665 527822 11.71% 1.898%
22 14.039 2028 2032 2035 rVB 1228315 1071081 23.77%  3.851%

23 15.510 2276 2282 2295 rBV 749206 1005071 22.31% 3.614%

Sum of corrected areas: 27812281

8270-BF021921.M Tue Feb 23 14:35:05 2021 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 22 Feb 2021 17:03
: M1425-12

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
BF123262.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123262.D

Acq On : 22 Feb 2021 17:03
Operator : JU/CG

Sample : M1425-12

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Propyl acetate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.810 8.80 ng 303575 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 38
3 1-Butanamine 73 C4H11N 000109-73-9 7
4 Isobutylamine 73 C4H11N 000078-81-9 5

5 Butane, 2-methyl- 72 C5H12 000078-78-4 4

Abundance Scan 123 (2.810 min): BF123262.D\data.ms (-117) (-)
.0

43
5000
61.0
‘ 73.0
0H_m_HWHJ‘HmWm‘_m_m‘m:_m_m‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: n-Propyl acetate
43.0
5000
61.0
73.0
15.0 27‘-0 I ‘ _
O\\‘\\‘\\‘\\\\“\\\\“\}\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4255: |sopropyl acetate
43.0
5000
61.0
87.0
S | NSO T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #746: 1-Butanamine
30.0
5000
oL 150 41.0 560 730
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100

8270-BF021921.M Tue Feb 23 14:35:07 2021

m/z 43.00 100.00%

2.40 2.60 2.80 3.00 3.20
m/z 61.00 27.19%

2.40 2.60 2.80 3.00 3.20
m/z 73.00 13.84%

Lol

2.40 2.60 2.80 3.00 3.20
m/z 42.10 10.61%

2.40 2.60 2.80 3.00 3.20
m/z 41.10 9.89%

2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123262.D

Acq On : 22 Feb 2021 17:03
Operator : JU/CG

Sample : M1425-12

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Propanoic acid, propyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.657 15.24 ng 525559 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38
3 Isobutyl ether 130 C8H180 000628-55-7 9
4 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 7

Abundance Scan 437 (4.657 min): BF123262.D\data.ms (-433) (-) m/z 57.00 100.00%

57.0
5000
S RAARN AR
‘ 87.0 4.40 4.60 4.80 5.00
0 ‘H_"m“‘”m\‘Hu‘“Hw‘H‘,‘M,W_MWZ‘QH m/z 75.00  34.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8160: Propanoic acid, propyl ester
57.0
29.0
5000 L B I L LA BN U

4.40 4.60 4.80 5.00
m/z 43.05 20.47%

o L %0 1150
\\\‘\\\1‘\\\1‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13459: Propanoic acid, butyl ester
57.0
4.40 4.60 4.80 5.00
5000 29.0 m/z 41.05 12.86%
‘ ‘87.0
0 ‘H‘“!uw‘u"M‘m"Hw‘H‘,‘m,wwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13646: Isobutyl ether e A e
57.0 4.40 4.60 4.80 5.00
m/z 42.05 8.04%
5000
29.0
87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123262.D

Acq On : 22 Feb 2021 17:03
Operator : JU/CG

Sample : M1425-12

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.075 3.65 ng 126023 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 33
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
Abundance Scan 508 (5.075 min): BF123262.D\data.ms (-505) (-) m/z 43.00 100.00%
43.0
5000
1010 \\\‘\\\\’\\\\‘\\\\‘\\\}L\
‘ 4.80 5.00 5.20 5.40
Obrrrrrreellbretl b e e e m/z 59.00  58.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L NI R
4.80 5.00 5.20 5.40
m/z 101.00 18.13%
101.0
O\\\‘\m‘\\“”i\\}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0
A AEaEEERE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.35%
31.0” J“‘ 10‘1.0
) —
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R RARRR R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.19%
5000
29.0 101.0
om‘“1“”‘1“&‘umm‘_m"m‘uH_m_m_m_m W el
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123262.D

Acq On : 22 Feb 2021 17:03
Operator : JU/CG

Sample : M1425-12

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Butanoic acid, 1-methylethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.099 8.47 ng 292018 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 83
2 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 72
3 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 64
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
5 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 64
Abundance Scan 512 (5.099 min): BF123262.D\data.ms (-510) (-) m/z 43.05 100.00%
43.0 71.0
5000
89.0
o RERRRELE S YA
‘ ‘ ‘ | 115.0 4.80 5.00 5.20 5.40
-ttt m/z 71.00 90.30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000 LN L L NI A AL
89.0 4.80 5.00 5.20 5.40
' m/z 41.05 32.47%
O \]_\5\.0‘\“\ T \“““\ T \u T ‘\‘\ ‘ T ’115.’() LI ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #30218: Butanoic acid, pentyl ester
43.0 71.0
e pd e i
4.80 5.00 5.20 5.40
5000 89.0 m/z 89.00 31.06%
0 15.0 M Ll ‘ Ll Il | 115.0 159.0
I L T LA ma
miz--> 20 40 60 80 100 120 140 160
Abundance #20971: Butanoic acid, 2-methylpropyl ester AR ARREEERE T
71.0 4.80 5.00 5.20 5.40
m/z 42.05 14.70%
5000 43.0
‘ 89.0 JL
SR T N O 2 MM B Y | VSRR £ WP
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40

8270-BF021921.M Tue Feb 23 14:35:09 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123262.D

Acq On : 22 Feb 2021 17:03
Operator : JU/CG

Sample : M1425-12

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.922 15.65 ng 891421  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1672 (11.922 min): BF123262.D\data.ms (-1668) (1 m/z 73.00 100.00%
431 730

5000
129.1
2132 =
‘ . 157.1185.1 256.3 12.00
okl m/z 43.10 90.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549:n-Hexadecanok:add

5000 129.0 AN
12.00
' 157.0 1850 213.0  256.0 m/z 60.00  84.35%
01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

—

-

Abundance #72647: Tridecanoic acid
73.0
—=
43.0 12.00
5000 129.0 m/Z 55.05 71.55%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid —T
73.0 12.00
m/z 41.05 70.47%
so00, 30 129.0
185.0
228.0
AL | ps7o |
o_m_Muuu_wwuw“u:_umm“wwww‘_m_m_ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123262.D

Acq On : 22 Feb 2021 17:03
Operator : JU/CG

Sample : M1425-12

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl2.36 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.369 5.51 ng 313809 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 37
3 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 35
4 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 32
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25

Abundance Scan 1748 (12.369 min): BF123262.D\data.ms (-1744) (1  m/z 57.10 100.00%
57.1

T T
“ | ‘ 169.2 12.00 12.50
ol b m/z 113.85  50.79%
miz--> 50 100 150 200 250 300
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 — T &Ak
12.00 12.50
m/z 97.05 47.19%
0715. T “U \L\ “ \“\ T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
= P
12.00 12.50
5000 ITI/Z 55.05 27.98%
113.0
L ‘ \‘ 168.0
o A
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate = =
57.0 12.00 12.50
m/z 83.10 21.73%
5000
97.0
169.
0150 “\ L 1310 M0 a070 311
e e A e = —
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\BF022221\
Data File : BF123262.D

Acq On : 22 Feb 2021 17:03
Operator : JU/CG

Sample : M1425-12

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.M

Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.710 8.24 ng 469465  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

284 C18H3602

2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404

3 Pentadecanoic acid
4 n-Decanoic acid
5 Tetradecanoic acid

242 C15H3002
172 C1eH2002
228 C14H2802

Abundance Scan 1806 (12.710 min): BF123262.D\data.ms (-1803) (-]

3

5000

000057-11-4 99
000106-11-6 91
001002-84-2 90
000334-48-5 70
000544-63-8 70

m/z 73.00 100.00%

L

129.1
185.1 241.2
‘ ‘ ‘ 284.3 12 50 13. 00
ol L Ll L mjz 43.05  98.43%
mlz--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0
1250 1300
185.0 241.0 284.0 m/z 57.10 86.02%
O\\\“ ‘“M‘M‘\“‘\\‘\\“‘\\‘\\“\\\‘\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es

43.0

5000

N

1250 1300
m/z 59.95 84.02%

284.0
3.0 129.0
‘ 185.0 2410
0 \‘ﬂ‘\ ‘uh\“ M\ uf ‘\‘\ | “‘ | ‘\‘\‘ “ - “‘ R ‘3‘7‘2"
miz--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid peaepeec ==
73.0 12.50 13.00
m/z 41.05 76.35%
5000 129.0
29.0
‘ 199.0 242 0
oA L L el e
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123262.D

Acq On : 22 Feb 2021 17:03

Operator : JU/CG

Sample : M1425-12

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.910 9.86 ng 527822 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Heneicosanol

2 Behenic alcohol

3 n-Nonadecanol-1

4 Dichloroacetic acid, heptadecyl ...
5 2- Chloropropionic acid, octadec...

312 C21H440
326 C22H460
284 C19H400
366 C19H36C1202
360 C21H41C102

015594-90-8 95
000661-19-8 95
001454-84-8 95
1000282-98-2 95
088104-31-8 94

Abundance Scan 2010 (13 910 min): BF123262.D\data.ms (-2002) (-} m/ 57.10 100.00%

57.
97.1
5000
H‘

LA fu 1391 2000 2810 1400
ob—lL T R B e S R m/z 55.00  93.63%
miz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosano
55.0
97.0
5000

1400
m/z 83.10  90.58%

39.0
O ]\-9\. ‘ ‘\“ “‘ ‘\ \‘ \‘ \‘H“ ‘M‘ \‘R‘\ ‘h “h T 1\-8\2 \0 \22\4\0\ ‘2\66\0\ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcoho
83.0
43.0

1400
5000 m/z 43.10 86.34%

25.0
: \“\ \“\ ‘\‘ Ll “ : \“‘ \H\ H‘LH \‘\ %63 9 ‘21‘0 9 R %89 9 -
m/z--> 50 100 150 200 250 300

o

o

Abundance #131391: n-Nonadecanol-1
83.0 14 00
43.0 m/z 97.10 77.07%
5000
25-0
AITRIERDOUEL TN N
m/z--> 50 100 150 200 250 300 1400
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022221\
Data File : BF123262.D

Acqg On : 22 Feb 2021 17:03
Operator : JU/CG

Sample : M1425-12

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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|
n-Propyl acetate 2.810 8.8 ng 303575 1 6.857 689893 20.0
Propanoic acid,... 4.657 15.2 ng 525559 1 6.857 689893 20.0
2-Pentanone, 4-... 5.075 3.6 ng 126023 1 6.857 689893 20.0
Butanoic acid, ... 5.099 8.5 ng 292018 1 6.857 689893 20.0
n-Hexadecanoic ... 11.922 15.7 ng 891421 4 11.386 1139380 20.0
unknownl12.36 12.369 5.5 ng 313809 4 11.386 1139380 20.0
Octadecanoic acid 12.710 8.2 ng 469465 4 11.386 1139380 20.0
1-Heneicosanol 13.910 9.9 ng 527822 5 14.039 1071080 20.0
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