LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@©32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29

Operator : JU/CG

Sample : M1779-04

Misc

ALS Vvial : 30 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123425.D\data.ms

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

# min  scan scan scan TY height area % max total
1 2.263 22 30 36 rBV 1180013 1493306 24.29% 3.501%
2 2.375 44 49 54 rVB 209946 268166 4.36% 0.629%
3 5.151 512 521 526 rBV 221954 287825 4.68% 0.675%
4 5.534 581 586 589 rBV 5080646 5296353 86.13% 12.417%
5 6.533 750 756 760 rBV 5091714 5726062 93.12% 13.424%
6 6.916 817 821 824 rBV 1721843 1503542 24.45% 3.525%
7 7.475 910 916 919 rBV 3589203 3645403 59.28% 8.546%
8 8.198 1034 1039 1042 rBV 2294428 1975254 32.12% 4.631%
9 9.274 1217 1222 1226 rBV 5947821 6149087 100.00% 14.416%
10 9.669 1285 1289 1293 rBV 268232 230158 3.74% 0.540%
11  9.957 1333 1338 1342 rBV 2630489 2216974 36.05% 5.197%
12 10.745 1468 1472 1476 rBV 3493241 3185265 51.80% 7.467%
13 11.451 1588 1592 1595 rBV 2152698 1980776 32.21% 4.644%
14 11.974 1675 1681 1684 rBV 188515 180871 2.94% 0.424%
15 12.433 1756 1759 1763 rBV 106364 101077 1.64% 0.237%
16 12.715 1800 1807 1812 rBV2 47178 87822 1.43% 0.206%
17 13.039 1858 1862 1866 rBV 4557747 4487067 72.97% 10.519%
18 13.598 1951 1957 1963 rBV 216797 219520 3.57% 0.515%
19 13.951 2013 2017 2031 rBV 473029 592661 9.64% 1.389%
20 14.098 2038 2042 2045 rBV 1162529 1089189 17.71% 2.553%
21 14.433 2094 2099 2102 rBv4 50739 92834 1.51% 0.218%
22 14.527 2109 2115 2119 rBV7 30165 77921 1.27% 0.183%
23 14.574 2119 2123 2125 rBV 98719 136068 2.21% 0.319%
24 14.739 2147 2151 2158 rBV 200125 319569 5.20% 0.749%
25 15.603 2292 2298 2302 rBV 941612 1188911 19.33% 2.787%
26 16.180 2391 2396 2402 rBv4 55137 123907 2.02% 0.290%

Sum of corrected areas: 42655588
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032321\

BF123425.D
: 24 Mar 2021 6:29
Ju/CG
. M1779-04
: 30 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29
Operator : JU/CG

Sample : M1779-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.263 19.86 ng 1493310 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance  Scan 30 (2.263 min): BF123425.D\data.ms (-22) (-) m/z 73.10 100.00%

3.1
5000 43.1 A
871 \‘\\\\‘\\\\‘\\\\
‘ ‘ 57.0 ‘ 220 240 2.60
Ol el i m/z 430100 51.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B L B B B B
220 240 2.60
43.0 9
‘ 87.0 m/z 55.10 35.63%
29.0
O H\‘\H\‘H\\“HH[‘HH‘H\\g‘\o\\\“\}H‘\\H‘\H\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
T B e A e
220 240 2.60
5000 m/z 87.10 25.00%
55.0
27.0 410
o280 1 L es0 1so
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol B e
73.0 220 240 2.60
m/z 41.05 16.92%
87.0
410 550
5000
Jose N
““““““ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29
Operator : JU/CG

Sample : M1779-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Propane, 1,1-dimethoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.375 3.57 ng 268166 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 33
3 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 28
4 Methane, trimethoxy- 106 C4H1003 000149-73-5 28
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
Abundance  Scan 49 (2.375 min): BF123425.D\data.ms (-44) (-) m/z 75.10 100.00%
75.1
5000 45.0
B R o
57.0 2.20 240 2.60 2.80
L 103.1 g
o'r+———r—r—itd—de e m/z 73.10 73.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
73.0
29.
5000 90 450 \‘\\\\/\‘\\\\‘\\\\‘\
220 240 2.60 2.80
m/z 45.00 51.14%
Of57.0‘87.0103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4925: Aminoacetaldehyde dimethyl acetal
75.0
R A E i
220 2.40 2.60 2.80
5000 m/z 41.10 39.10%
30.0 47.0
15.0
ol 50 | ss01000
R Ea o R R RAAREREEEEE SR
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15029: Acetic acid, dimethoxy-, methyl ester R
75.0 220 240 260 2.80
m/z 47.10  28.64%
5000 47.0
31.0
0 ‘ ‘ 89.0 lO?;.O
T e e e e e o i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29
Operator : JU/CG

Sample : M1779-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.151 3.83 ng 287825 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 521 (5.151 min): BF123425.D\data.ms (-512) (-) m/z 42.95 100.00%
43.0
59.1
5000
1011 R A RaRE
‘ 83.0 ' 4.80 5.00 5.20 5.40
Ol L m/z 59.10 53.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LA B L BN BN B B
4.80 5.00 5.20 5.40
59.0 m/z 58.00  15.78%
101.0
O\\‘\\\\‘\2\3\.‘0“1\\\“”}\\‘\\w\‘\\\7\0‘.9\\?%\.(\)\‘\\\}“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R A RAE
4.80 5.00 5.20 5.40
5000 m/z 101.10 15.25%
41.0
29.0 101.0
ol il ol 730 880 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e A RARSSREE
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.24%
5000
101.0
41.0
ol 289 2 Il ol 720 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29
Operator : JU/CG

Sample : M1779-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Octadecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.598 4.03 ng 219520 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 86
3 Tetradecanamide 227 C14H29NO 000638-58-4 86
4 Dodecanamide 199 C12H25NO 001120-16-7 78
5 Nonanamide 157 C9H19NO 001120-07-6 72
Abundance Scan 1957 (13.598 min): BF123425.D\data.ms (-1951) (1 m/z 59.00 100.00%
59.0
5000
‘ iS‘Sd 5.4‘00
1141 240.3 : :
ob— w“‘,“ kgt 2701 2070 S50 2833 7 72,00 38.71%
miz-> 50 100 150 200 250
Abundance #130204: Octadecanamide
59.0
5000 e o
13.50 14.00
m/z 43.10 24.61%
N s OO Y
miz--> 50 100 150 200 250
Abundance #106564: Hexadecanamide
59.0
= —
13.50 14.00
5000 m/z 55.00 16.99%
0 2?.0”\ Il ‘\98“'0 \‘12\80 170.0 21?'0 25‘\5.0
e
miz--> 50 100 150 200 250
Abundance #83609: Tetradecanamide T T
59.0 13.50 14.00
m/z 41.10 16.72%
5000
ol 250 i) M40 1490 1840 2270
T T ‘\ ‘\‘ " \‘ \H\ “ T T T T “ T T T T ‘ T T ‘\ T ‘ T T T T ‘ T T ‘
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29
Operator : JU/CG

Sample : M1779-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.951 10.88 ng 592661 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2017 (13.951 min): BF123425.D\data.ms (-2013) (- m/z 57.05 100.00%
57.0

5000
111
T
(e
O‘H‘““M‘w‘ bod 3 ‘ ,““ m/z 43.05 95.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl trifluoroacetate
57.0
5000 T
11.0 14.00
m/z 55.05 87.02%
O T \“\‘ ‘ \“ ] ‘ “ }5“\ \ T ’ \\2:\3\8‘()\2\8\3\0‘\?7?’\4\?\ LI ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
T
14.00
5000 ITI/Z 83.05 67.38%
|| Lzsa01900
0 ol e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester T
7.0 14.00
m/z 97.05 63.16%
5000
169.0
ol LbLL L, T oorpomso _ aoe I
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29
Operator : JU/CG

Sample : M1779-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.574 2.50 ng 136068 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 87
4 9-methylheptadecane 254 C18H38 026741-18-4 83
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 2123 (14.574 min): BF123425.D\data.ms (-2119) (- m/z 57.10 100.00%

57.1
5000
14.50 |
11.1155.0 .
ol “” ; w““““\“‘”]ﬂ“”\“H\“\“ D 23822831 S 4365 62.63%
mlz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 — ‘
14.50
m/z 71.10 51.73%
oL ‘L 1 1130 160.0 2250 281.0 337.0 394.0
\1\‘ \\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
T \
14.50
5000 ITI/Z 85.05 46.17%
0 \‘ ‘L‘ ‘ “\ ‘h hlu\ J \37699 2250 281.0 338.0
ey A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- T
57.0 14.50
m/z 55.05 23.01%
5000
oL 1 \Jﬂ L4 1090 2250 294.03%793800 -
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29
Operator : JU/CG

Sample : M1779-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 7 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.739  s.87ng 319569 Chrysene-di2 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 casios 007098-22-8 91

2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S

1000309-17-9 91
1000309-18-1 91

4 Hentriacontane 437 C31He64 000630-04-6 91
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
Abundance Scan 2151 (14.739 min): BF123425.D\data.ms (-2147) (-] m/z 57.10 100.00%
57.1
1450 1500
71 207.1 281.1 : :
omu‘_‘l«uhv‘mwwaH_m‘wwH_m_mw m/z 43.10  62.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 — —
14.50 15.00
m/z 71.10 53.97%
o ‘ J J f27-0197.0267.0337.0  463.0 561.0
\\\\‘\\\\‘\\\\‘\\\\‘W\\\‘\11\‘\\\1‘\\TF‘\T\\1F\\T‘\W\\“f\\l‘\T\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
—r —
14.50 15.00
5000 ITI/Z 85.05 43.29%
Uiy o0
O - et e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172308: Sulfurous acid, butyl tetradecyl ester e —T—
57.0 14.50 15.00
m/z 55.05 24.36%
o /WVV“/VNW%ﬁMMJAMMW¢MM
‘J ] J 27.0197.0
o e e e e e e e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29
Operator : JU/CG

Sample : M1779-04

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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 8 Triacontyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.180 2.08 ng 123907 Perylene-di2 15.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 87
2 Octacosanol 410 C28H580 000557-61-9 87
3 17-Pentatriacontene 491 C35H70 006971-40-0 81
4 1-Heptacosanol 396 C27H560 002004-39-9 76
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 76

Abundance Scan 2396 (16.180 min): BF123425.D\data.ms (-2391) (- m/z 57.00 100.00%
57.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123425.D

Acqg On : 24 Mar 2021 6:29
Operator : JU/CG

Sample : M1779-04

Misc :

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.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|
Butane, 2-metho... 2.263 19.9 ng 14933106 1 6.916 1503540 20.0
Propane, 1,1-di... 2.375 3.6 ng 268166 1 6.916 1503540 20.0
2-Pentanone, 4-... 5.151 3.8 ng 287825 1 6.916 1503540 20.0
Octadecanamide 13.598 4.0 ng 219520 5 14.098 1089190 20.0
Heptadecyl trif... 13.951 10.9 ng 592661 5 14.098 1089190 20.0
Octacosane 14.574 2.5 ng 136068 5 14.098 1089190 20.0
Tetratetracontane 14.739 5.9 ng 319569 5 14.098 1089190 20.0
Triacontyl acetate 16.180 2.1 ng 123907 6 15.604 1188910 20.0
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