LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 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-BF051121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123923.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.357 545 556 563 rBV2 6202776 15088045 6.95% 2.711%
2 5.516 578 583 586 rVB 5556885 6053379 2.79% 1.088%
3 5.593 591 596 602 rBV 5219205 7683958 3.54% 1.381%
4 5.746 619 622 625 rVB 3356725 2833923 1.31% 0.509%
5 5.910 645 650 652 rBV 8204060 7838669 3.61% 1.408%

6 6.516 748 753 756 rBV 4261694 4560665 2.10% ©.819%
7 7.004 797 836 839 rVV2 22894583 217083917 100.00% 39.003%
8 7.222 870 873 888 rVB2 1381158 2664065 1.23% 0.479%
9 7.345 888 894 897 rVB 3836664 4003556 1.84% 0.719%
7

10 .404 899 904 907 rVB 11180690 12313115 5.67% 2.212%
11 7.534 907 926 929 rBV 8624732 11689578 5.38% 2.100%
12 7.687 929 952 956 rVB3 4486612 25834207 11.90% 4.642%
13 7.963 980 999 1000 rBV3 3127321 10804584 4.98%  1.941%
14  8.645 1111 1115 1118 rVB 4430171 3426513 1.58% ©.616%
15 9.128 1190 1197 1204 rBV 6536797 6569312 3.03% 1.180%
16  9.798 1305 1311 1315 rBV2 2264971 2209951 1.02% 0.397%

17 10.586 1440 1445 1451 rVB2 2294654 2361971 1.09% 0.424%
18 10.851 1484 1490 1491 rBV 13860618 22012780 10.14%  3.955%
19 10.886 1492 1496 1498 rVV 19122171 35718548 16.45% 6.417%
20 10.910 1498 1500 1522 rVB 16015412 37198570 17.14% 6.683%

21 11.286 1561 1564 1581 rVB 2137002 2581811 1.19% ©.464%
22 12.380 1746 1750 1755 rVV2 2755303 3850888 1.77% 0.692%
23 12.598 1783 1787 1788 rVV 1985844 2265145 1.04% 0.407%
24 12.639 1788 1794 1797 rVV2 6414429 8701346 4.01% 1.563%
25 12.722 1804 1808 1810 rVV 3944474 4178313 1.92% ©.751%
26 12.822 1821 1825 1830 rBV 5413348 5608606 2.58% 1.008%
27 12.874 1830 1834 1837 rVV 4385702 4454686 2.05%  0.800%
28 13.104 1870 1873 1877 rBV 3056107 2893942 1.33% 0.520%
29 13.192 1884 1888 1891 rVV 4810721 4566338 2.10% ©0.820%
30 13.545 1945 1948 1953 rVB 3296433 3320287 1.53% 0.597%

31 13.798 1976 1991 1993 rBV 13478111 20218887 9.31% 3.633%
32 13.892 2003 2007 2009 rBV 2563090 2393105 1.10% 0.430%
33 14.410 2091 2095 2098 rVB 10103923 9950518 4.58% 1.788%
34 15.045 2198 2203 2206 rBV2 3376522 4546449 2.09% 0.817%
35 15.080 2206 2209 2225 rVB2 4115033 11969790 5.51%  2.151%

36 18.086 2692 2720 2722 rBV 6747933 24634534 11.35% 4.426%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc

ALS vial : 6 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-BF051121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.886 2846 2856 2866 rVB2 787538 2497768 1.15% 0.449%

Sum of corrected areas: 556581719
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

2e+07

1.5e+07

le+07

5000000

0

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\

BF123923.D
: 12 May 2021 14:36
Ju/CG
. M2340-01
: 6 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF123923.D\data.ms

5.910

Time-->

Abundance

2e+07

1.5e+07

le+07

5000000

220240260280300320340360380400420440460480500520540560580600620640660680700720740760
TIC: BF123923.D\data.ms
10.886

104910

10.8b1

9.128

0
Time-->
Abundance

2e+07

1.5e+07

le+07

5000000

= — — T — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF123923.D\data.ms

13.798

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 1-Hexanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.357 66.17 ng 15088000 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 83
2 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 64
4 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 56
5 1-Butanol 74 C4H100 000071-36-3 45
Abundance Scan 556 (5.357 min): BF123923.D\data.ms (-545) (-) m/z 56.10 100.00%
56.1
43.1
5000
69.0
‘ 84.0 5.00 5.20 5.40 5.60
bl ot PR 990 WAL 7 43,10 65.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4411: 1-Hexano
56.0
43.0
27.
5000 U L LA BRI B B
5.00 5.20 5.40 5.60
69.0 m/z 55.05 56.01%
O”’.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13430: Formic acid, hexyl ester
56.0
R RRmEE L A RERE
5.00 5.20 5.40 5.60
5000 420 m/z 41.10 51.94%
69.0
29.0 84.0
ol 150 | L 1010
H_‘H,HH‘H‘WH‘W“W‘H‘_H‘_‘H_‘H,HH‘H‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1490: Cyclopropane, propyl- T T T
410 56.0 5.00 5.20 5.40 5.60
m/z 42.10 42.58%
5000
27.0
69.0
“ ‘ | 840
o bl et el e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 3-Heptanone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.516 26.55 ng 6053380 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanone 114 C7H140 000106-35-4 87
2 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 78
3 3,5-Octanedione, 2,2,4,7-tetrame... 198 C12H2202 1000161-72-3 64
4 2,2-Dimethylpropanoic anhydride 186 C10H1803 001538-75-6 40
5 2-Butanone, 1-bromo-3,3-dimethyl- 178 C6H11BroO 005469-26-1 38

Abundance Scan 583 (5.516 min): BF123923.D\data.ms (-578) (-) m/z 57.05 100.00%

57.0
5000
85.1
‘ ‘ 114.1 5.20 5.40 5.60 5.80
0l ety e e e e e e M/ 850100 25.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7438: 3-Heptanone
57.0
5000 290 L L L R BRI R
85.0 5.20 5.40 5.60 5.80
m/z 41.10 23.91%
‘ “ ‘ 114.0
O\\\\‘\‘}\\“‘\\\w‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7518: 3-Hexanone, 5-methyl-
57.0
 ARBEEE I Ny
5.20 5.40 5.60 5.80
5000 29.0 m/z 72.05 16.22%
85.0
‘ M ‘ 114.0
0\\ﬂ‘N\Jﬁ\HM\ﬁ\‘m\ww\»‘\u\‘u\w\\u‘\u\_\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59590: 3,5-Octanedione, 2,2,4,7-tetramethyl- e
57.0 85.0 5.20 5.40 5.60 5.80
' m/z 43.00 7.39%
5000
114.0
29.0
0 L L ‘ 141.0 170.0 198.0
et e e e e e e EARERARRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 4-Heptanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.593 33.70 ng 7683960 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol 116 C7H160 000589-55-9 83
2 5-Hydroxy-4-octanone 144 C8H1602 000496-77-5 64
3 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 43
4 1-Hepten-4-ol 114 C7H140 003521-91-3 39
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 27
Abundance Scan 596 (5.593 min): BF123923.D\data.ms (-591) (-) m/z 55.05 100.00%
55.0
73.1
5000
3% 5.20 5.40 5.60 5.80 6.00
ol bl e 981 ASL 0 m/z 73.10 62.00%
m/z--> 20 40 60 80 100 120 140
Abundance #8317: 4-Heptanol
55.0
73.0
5000 BEEEE AR R
5.20 5.40 5.60 5.80 6.00
27.0 m/z 43.10  33.99%
O\\\‘\‘iH\\““1‘\\“’\\‘1‘\‘\\\9\8.‘0\]\-1\4\.0‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #20853: 5-Hydroxy-4-octanone
55.0
R AR
73.0 5.20 5.40 5.60 5.80 6.00
5000 m/z 41.05 13.64%
102.0
0 39\ In Il Il ‘ 144'0
1 —t—
miz--> 20 40 60 80 100 120 140
Abundance #8343: 3-Hexanol, 2-methyl- R N A A R
550 730 5.20 5.40 5.60 5.80 6.00
m/z 39.10 6.78%
5000
31.0
ol 250 ul b e901150 A
m/z--> 20 40 60 80 100 120 140 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 Hexanoic acid, methyl ester Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.910 34.38 ng 7838670 1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 90

2 Methyl valerate 116 C6H1202 000624-24-8 53

3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 36

4 Tetramethylammonium tetrafluorob... 161 C4H12BF4N 000661-36-9 28

5 (R)-3-Pyrrolidinol 87 C4HOSNO 002799-21-5 10

Abundance Scan 650 (5.910 min): BF123923.D\data.ms (-645) (-) m/z 74.05 100.00%

74.0
43.0
5000
59.0
99.1

150131 5.60 5.80 6.00 6.20
“WHH‘HH_‘H_H‘WNW‘HW‘MWH‘MHH‘HH_‘u_H‘_MW m/z 43.05 67.84%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13460: Hexanoic acid, methyl ester
74.0

5000 W apd el
43.0 5.60 5.80 6.00 6.20

59.0 99.0 m/z 87.10 37.97%

150 290 || M L “\ 1130 1310
H\‘HH‘\\H‘HH[HH‘HH‘HH‘\ H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8073: Methyl valerate
74.0

5.60 5.80 6.00 6.20

o

o

5000 29,0 430 m/z 59.00  30.88%
57.0
Oy e 830 1160
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4307: Butanoic acid, methyl ester e e
43.0 74.0 5.60 5.80 6.00 6.20

m/z 41.10 28.59%

5000
27.0
59.0 L
0 13‘0 A, M \‘ . 8801020
NS RN 8 SO . 1

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\

Data File : BF123923.D

Acqg On : 12 May 2021
Operator : JU/CG
Sample : M2340-01
Misc :

Library Search Compound Report

14:36

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 5 1-Hexanol, 2-ethyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.004 951.98 ng 217084000 1,4-Dichlorobenzene-d4 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 42

Abundance Scan 836 (7.004 min): BF123923.D\data.ms (-797) (-)
57.1

m/z 57.10 100.00%

5000
83.0 [
‘ ‘ ‘ %82, 6.60 6.80 7.00 7.20 7.40
Oberprererererrrrbler il el L 22 1290 4110 42.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 B L AL R
43.0 6.60 6.80 7.00 7.20 7.40
20.0 83.0 m/z 43.10  35.07%
\M Il “ d ‘\ 980 112.0
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13758: 1-Pentanol, 2-ethyl-4-methyl-
57.0
T T
41.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 55.10 30.34%
27.0
83.0
097'011,2'0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13668: 2-Propyl-1-pentanol T e
57.0 6.60 6.80 7.00 7.20 7.40
m/z 70.05 24.93%
5000 41.0
27,0
B | | B0 s
H_‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘H R A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20 7.40

8270-BF051121.M Thu May 13

12:05:07 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36

Operator Ju/caG

Sample : M2340-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051121.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 6 Propanoic acid, hexyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.404 54.00 ng 12313100 1,4-Dichlorobenzene-d4 6.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, hexyl ester 158 C9H1802 002445-76-3 74
2 Propanoic acid, heptyl ester 172 C10H2002 002216-81-1 45
3 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 45
4 Propanoic acid, octyl ester 186 C11H2202 000142-60-9 40
5 Azetidine 57 C3H7N 000503-29-7 32

Abundance Scan 904 (7.404 min): BF123923.D\data.ms (-899) (-) m/z 57.10 100.00%
5

1.1
5000 75.1
R AARRRE=ass S
39 ‘ ‘ 99.0 7.00 7.20 7.40 7.60 7.80
Ol Ll 201291 1891 s 5610 47.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30225: Propanoic acid, hexyl ester
29.0
57.0
5000 [T T Trrr i [T rTr Tt
7.00 7.20 7.40 7.60 7.80
°.0 m/z 43.10  41.62%
0 L ‘ | 99.0 1290 159.0
\\\‘\ \\\‘\\\\’1\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #39531: Propanoic acid, heptyl ester
57.0
75.0 7.00 7.20 7.40 7.60 7.80
5000 ’ m/z 75.10  38.40%
29.0 98.0
bl il 1190 1430
miz-> 20 40 60 80 100 120 140 160
Abundance #13468: Propanoic acid, butyl ester R A RERARRE RS
57.0 7.00 7.20 7.40 7.60 7.80
m/z 41.10 26.26%
5000
75.0
29.0
N S A Y ¥
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 Hexanoic acid, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.687 47.82 ng 25834200 Naphthalene-d8 8.051

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 43
3 1,4-Dioxane 88 C4H802 000123-91-1 43
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
5 Cyclohexaneacetic acid, .alpha.-... 170 C10H1802 006051-00-9 38

Abundance Scan 952 (7.687 min): BF123923.D\data.ms (-929) (-) m/z 73.00 100.00%

73.0
5000 41.1
101.1 T T e T T
‘ ‘ ‘ 7.40 7.60 7.80 8.00
bl b L1229 nyz 8s.le 80.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20867: Hexanoic acid, 2-ethyl-
88.0
5000 L L R I B R
57.0 7.40 7.60 7.80 8.00
29.0 . .15%
‘ ‘ 116.0 m/z 41.10 43.15%
O \\\‘\‘\\\“\‘\\1“\\‘\\‘\ ‘\\“\\1”\‘\\\:\"‘4.\4.\.(\)\‘\\\\‘\\\\
miz--> 20 40 80 100 120 140 160 180
Abundance #76816.L(J—Fucose,tenanuﬂhylether
88.0
7.40 7.60 7.80 8.00
5000 m/z 57.10 39.13%
480 129.0
0 15.0 | H‘ \\\676}) ' Y 15501760
R e A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2011: 1,4-Dioxane e
28.0 7.40 7.60 7.80 8.00
m/z 43.10  29.50%
5000
58.0 88.0
0 M
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

8270-BF051121.M Thu May 13 12:05:08 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.851 170.52 ng 22012800 Phenanthrene-di10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 64
2 Diethylmalonic acid, monochlorid... 318 C17H31C1l03 1000369-41-8 59
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 59
4 n-Tetracosanol-1 354 C24H500 000506-51-4 50
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 50

Abundance Scan 1490 (10.851 min): BF123923.D\data.ms (-1484) (- m/z 57.10 100.00%

57.1
5000
1050  11.00
11402 : :
oHHM [ P8A02 1062 2853 0 4110 18.75%
m/z--> 50 100 150 200 250 300 350
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 = —
10.50 11.00
m/z 83.10 13.78%
.0 140.0
O T ‘\ \H“\ N \ﬁ“‘ \‘“\“\ 1 ‘ \ T \2‘1\3\0\2\5‘5)\\0\ T ‘ T T ‘ T ‘
m/z--> 50 100 150 200 250 300 350
Abundance #159570: Diethylmalonic acid, monochloride, 3,7-dimethy
57.9
- ——
98.0 10.50 11.00
m/z 69.10 12.73%
5000 143.0
‘ 185 0
ol Ll bl | | o280
miz--> 50 100 150 200 250 300 350
Abundance  #215485: Heptafluorobutyric acid, n-tetradecyl ester T T
57.0 10.50 11.00
m/z 55.05 12.69%
5000 11.0
1690
sd UL T 20 s )
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF051121.M Thu May 13 12:05:09 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 9 unknownl@.88 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.886 276.69 ng 35718500 Phenanthrene-di10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 64
2 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15C1F202 1000376-26-4 43
3 Isobutyl tridecyl carbonate 300 C18H3603 959275-44-6 43
4 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 38
5 Tridecane, 6-cyclohexyl- 266 C19H38 013151-91-2 38

Abundance Scan 1496 (10.886 min): BF123923.D\data.ms (-1492) (- m/z 57.10 100.00%
57.1

5000 J\x
‘ 1050  11.00
125.2 - :
157.2 213.3
o‘HW“H‘H‘_um“w“H‘W‘au_‘ww_&???ww‘_2‘5‘5‘?" m/z 83.10 26.34%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 - —
10.50 11.00
m/z 41.10 21.21%
97.0
O T \‘Z\?;\O‘H\ T \H ‘ T \M\ T “\‘\ T \h“ T \H‘\ ‘ \%\4\? ?\J‘-Z]\-\e TT \ ‘2\:\Lﬁ ‘O\\ T ‘%??‘9 T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84849: 2,2-Dimethyl-3-pentanol, chlorodifluoroacetate
57.0
= —r—
10.50 11.00
5000 m/z 69.10  20.45%
29.0 85.0
0 L LT 129.0157.0 213.0
cr b b SRR e e S T e o
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #144842: Isobutyl tridecyl carbonate = ——
57.0 10.50 11.00
m/z 71.10 17.12%
5000
29. OH m M 25015401820
Ot \\M\wwwo
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00

8270-BF051121.M Thu May 13 12:05:10 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 10 3-Propionyloxypentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.910 288.16 ng 37198600 Phenanthrene-d10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Propionyloxypentadecane 284 C18H3602 1000245-63-1 53
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 50
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 50
4 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 47
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 47

Abundance Scan 1500 (10.910 min): BF123923.D\data.ms (-1498) (- m/z 57.10 100.00%
57.1

5000 JL
—
[z aa
ol L ‘MH"‘H"‘H""m_m_‘w””_”w m/z 41.10  20.96%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #131272: 3-Propionyloxypentadecane
57.0
5000 R
11.00
m/z 83.10 20.89%
\H‘ LoD 2100
O\\\‘\“\\“\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 100 150 200 250 300 350 400 450
Abundance #95994: 1-Decanol, 2-hexyl-
57.0
11.00
5000 ITI/Z 69.10 19.28%
111.0
ST S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate —
57.0 11.00
m/z 55.10 17.69%
5000
111.0
oL “ h‘1‘16702220278 364.0 437.0488.(
“w“u“u‘ R R e e e e e R AR —
m/z--> 50 100 150 200 250 300 350 400 450 11.00

8270-BF051121.M Thu May 13 12:05:11 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 11 Dodecanoic acid, isooctyl e... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.380 29.83 ng 3850890  Phenanthrene-d10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid, isooctyl ester 312 C20H4002 084713-06-4 52
2 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 49
3 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 49
4 Formic acid, 2-ethylhexyl ester 158 C9H1802 1000368-94-7 43
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 38

Abundance Scan1750(12380num BF123923.D\data.ms (-1746) (- m/z 57.10 100.00%

5000
112.1
183.2 - —
‘ 12.00 12.50
ol Al g h‘wl“‘??‘ L 12222 2651 7 43.10  72.49%
miz--> 50 100 150 200 250 300
Abundance #154938: Dodecanoic acid, isooctyl ester
43.0 112.0 183.0
5000 = ——
12.00 12.50
m/z 70.10 71.29%
0 WMLWH\ o ﬂmuh‘ﬂﬂﬁo“‘k ???Q “%l}$
miz-> 50 100 150 200 250 300
Abundance #6812: trans-1-Butyl-2-methylcyclopropane
55.0
P e
12.00 12.50
5000 m/z 71.10  60.96%
112.0
]
miz-> 50 100 150 200 250 300
Abundance #6798: cis-1-Butyl-2-methylcyclopropane — ——
55.0 12.00 12.50
m/z 55.10 52.30%
5000
112.0
] = e
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF051121.M Thu May 13 12:05:12 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 12 Ethyl Oleate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.639 72.72 ng 8701350 Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Oleate 310 C20H3802 000111-62-6 94
2 Ethyl 9-hexadecenoate 282 C18H3402 054546-22-4 91
3 6-Octadecenoic acid 282 (C18H3402 1000336-66-8 68
4 6-Octadecenoic acid, (Z)- 282 (C18H3402 000593-39-5 62
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 58

Abundance Scan 1794 (12.639 min): BF123923.D\data.ms (-1788) (- m/z 55.10 100.00%

5]:
88.0
5000
931 b i
| ‘ m | 1802 2223 2643 4. 12.50 13.00
ob—— M M B ogbsdgsrge p" 1y S0 s 41,10 67.87%
miz--> 50 100 150 200 250 300
Abundance #153106: Ethyl Oleate
55.0
5000 —— —=
264.0 12.50 13.00
0 1800 2220 a0 ™z 69.10  65.24%
0! H\hh Hw h — }H P e !\ .
miz--> 50 200 250 300
Abundance #129342 Ethyl9 hexadecenoate
5E
88.0
— —
12.50 13.00
5000 m/z 88.05  54.69%
236.0
152.0 1940
‘ ‘ 282.0
015 HHM\ HM Il M\ T P “\‘ P
miz--> 50 150 200 250 300
Abundance #129340.64DMadecenou:add —r— —
55.0 970 12.50 13.00
m/z 83.10 49.61%
5000
370 1800 2220
0! — —
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF051121.M Thu May 13 12:05:13 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 13 Pentadecanoic acid, ethyl e... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.722 34.92 ng 4178310 Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, ethyl ester 270 C17H3402 041114-00-5 91
2 Eicosanoic acid, ethyl ester 340 C22H4402 018281-05-5 91
3 Tetradecanoic acid, ethyl ester 256 C16H3202 000124-06-1 91
4 Hexadecanoic acid, ethyl ester 284 C18H3602 000628-97-7 91
5 Heptadecanoic acid, ethyl ester 298 C19H3802 014010-23-2 91

Abundance Scan 1808 (12.722 min): BF123923.D\data.ms (-1804) (- m/z 88.05 100.00%

88.0
5000 43.1
— —
157.1 12.50 13.00
213.2 269.3 . ’
0 J““‘m““ dopp | 2132 20983123 ) 101.05  64.06%
miz--> 50 100 150 200 250 300
Abundance #119401: Pentadecanoic acid, ethyl ester
88.0
5000 el —r—
43.0 12.50 13.00
m/z 43.10 42.84%
Ll 5T 200 2m00
0 o ‘\M“\‘\“\““\““‘ \“\ g \“ T “ \‘\H\ T 1 L B
miz--> 50 100 150 200 250 300
Abundance #177141: Eicosanoic acid, ethyl ester
88.0
— —
12.50 13.00
5000 43.0 m/Z 55.10 30.39%
ol T 10m0 2002870 ss
miz--> 50 100 150 200 250 300
Abundance #107591: Tetradecanoic acid, ethyl ester — —
88.0 12.50 13.00
m/z 41.10 29.11%
5000
43.0
M ‘ ‘ 157.0  211.0 256.0
A 1 1 P i v e e
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF051121.M Thu May 13 12:05:15 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 14 Benzoic acid, tetradecyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.822 46.87 ng 5608610 Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 90
2 Benzoic acid, hexadecyl ester 346 C23H3802 1000340-22-9 90
3 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 83
4 Benzoic acid, tridecyl ester 304 C20H3202 1000340-22-6 80
5 Benzoic acid, heptyl ester 220 C14H2002 007155-12-6 58

Abundance Scan 1825 (12.822 min): BF123923.D\data.ms (-1821) (-  m/z 123.10 100.00%
123.1
43.1
5000
SFI - A
12.50 13.00
0 L o0z 24122883 h/z 105.65  76.86%
mlz--> 50 100 150 200 250 300 350
Abundance #159931: Benzoic acid, tetradecyl ester
128.0
5000
12.50 13.00
77.0 m/z 43.10 51.84%
29. ‘ .
0 \“\(‘ﬂ‘”‘“\ Hh‘ “\““\““‘\“ \L\ T :\LQ\?(\)\ L ‘3;\8\0\ T
miz--> 50 100 150 200 250 300 350
Abundance #181530: Benzoic acid, hexadecyl ester
128.0
— ——
12.50 13.00
5000 m/z 41.10 35.10%
77.0
o229 L1l | aes0 2280 3860
miz--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecyl ester “ ——
123.0 12.50 13.00
m/z 55.05 34.67%
5000
55.0
obeck LU Lk a7eo 2520 s7ax el VUL
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF051121.M Thu May 13 12:05:16 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 15 Tetradecanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

13.104 24.19 ng 2893940 Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 53
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 49
3 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 47
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 47
5 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 46

Abundance Scan 1873 (13.104 min): BF123923.D\data.ms (-1870) (- m/z 57.10 100.00%
57.1

e
211.2 . .
o4 ” ‘u“ b2, + m/z 75.10  53.95%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #71299: Tetradecanal
57.0
5000 T S
13.00 13.50
m/z 43.10 48.32%
‘ 100 168.0
O \‘\““\J\\‘\‘\i‘l\“\h‘\“}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #230207: Heptafluorobutyric acid, n-octadecyl ester
57.0
—— —
13.00 13.50
5000 111.0 ITI/Z 55.05 41.08%
169.0 252.0
0 L L “‘ i . oL T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate T 7
57.0 13.00 13.50
m/z 83.10 37.73%
h I m
280.0
01“240\476( B
m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 16 Benzoic acid, tridecyl ester Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.192 38.16 ng 4566340 Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, tridecyl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 90
3 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 90
4 Benzoic acid, eicosyl ester 402 C27H4602 1000340-23-3 86
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 86
Abundance Scan 1888 (13.192 min): BF123923.D\data.ms (-1884) (-  m/z 123.10 100.00%
123.1
5000
77.0
A —
13.00 13.50
39‘ 182.2
o> u‘?“‘ H“‘ “c““w“““‘ Ao RS 24122801 m/z 105.1@  70.07%
mlz--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
128.0
5000
13.00 13.50
77.0 m/z 77.05 29.76%
29. ‘ 182.0
0 \“\(ﬂ“““\ Hh‘ “\“‘\““\h \L\ B \‘\ LI \3\0‘4\9\ L
miz--> 50 100 150 200 250 300 350
Abundance #190890: Benzoic acid, heptadecyl ester
123.0
s P
13.00 13.50
5000 m/z 57.10 29.01%
77.0
o2l L 1780 2380 3600
miz--> 50 100 150 200 250 300 350
Abundance #199594: Benzoic acid, octadecyl ester T —
123.0 13.00 13.50
m/z 55.10 22.01%
5000
55.0
obeck LU L L a7s0 2520 74 A
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 17 Benzoic acid, heptadecyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.545 27.75 ng 3320290 Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, heptadecyl ester 360 C24H4002 1000340-23-0 91
2 Benzoic acid, tridecyl ester 304 C20H3202 1000340-22-6 91
3 Benzoic acid, tetradecyl ester 318 C21H3402 1000340-22-7 90
4 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 90
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 86

Abundance Scan 1948 (13.545 min): BF123923.D\data.ms (-1945) (-  m/z 123.10 100.00%
123.1
5000
77.0
T T
sl L 1962 e
oL Sl Ll | 16011962 2670 /7 165.10  66.65%
mlz--> 50 100 150 200 250 300 350
Abundance #190890: Benzoic acid, heptadecyl ester
128.0
5000
13.50
m/z 77.05 27.59%
77.0
02\9‘\%‘ “M\ “h‘ “\“h\““‘\‘ \L\ ™ \1\78\9‘ t \2?’??\ LB \3‘6\0\(
miz--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
123.0
T [
13.50
5000 m/z 55.10 21.80%
77.0
29. ‘ 182.0
i A o B
miz--> 50 100 150 200 250 300 350
Abundance #159931: Benzoic acid, tetradecyl ester T
123.0 13.50
m/z 43.10 21.69%
5000
77.0
29. ‘ .
i 0 O O I Y- Y- sl
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 18 2- Chloropropionic acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.798 168.98 ng 20218900 Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, hexadec... 332 C19H37C1l02 086711-81-1 70
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 70
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 70
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 68
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 68

Abundance Scan 1991 (13.798 min): BF123923.D\data.ms (-1976) (- m/z 57.10 100.00%

57.1
5000
97.1
‘ ‘ 392 1911 13.50 14.00
ol AL 4 3392 1911 2523 | 3253 .. 7519 70.62%
miz--> 50 100 150 200 250 300
Abundance  #170817: 2- Chloropropionic acid, hexadecy! ester
57.0 97.0
5000 — —_—
13.50 14.00
m/z 43.10 %
39.0 1960
0 ‘\L M“\‘M‘ M‘H ‘\ H\ ﬁ\; \“\ Hh‘m‘ M ‘H\‘ : ‘2‘6?"0‘ ‘ ‘3‘3‘2-‘0’
miz--> 50 100 150 200 250 300
Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0
97.0
13 50 14 00
5000 ITI z 55.10 %
0 ‘u“ b4 \M d‘\ L% ‘“‘1‘89‘0 (2380 2950
miz--> 50 100 150 200 250 300
Abundance #177132: 1-Heneicosyl formate
57.0 13 50 14 00
97.0 m/z 83.10 %
) JL
0 ‘\‘ \\ Lo § %8292220 80 aaog
ey I L T e T
m/z--> 50 100 150 200 250 300 13. 50 14 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 19 Heptafluorobutyric acid, he... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.410 83.16 ng 9950520 Chrysene-d12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 58
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 58
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 58
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 58
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 52

Abundance Scan 2095 (14.410 min): BF123923.D\data.ms (-2091) (- m/z 57.10 100.00%
57.1

5000 \\Aj\ﬂk
ll 1 L
H 15421002 2673 3533 1450
[ A SN - B m/z 75.85 68.58%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 T T
11.0 14.50
m/z 43.10 56.77%
169
O\ \“\ ‘\“ “ \‘\ “i “ “‘ ‘“ “\ \ T ‘2\2\4.\\0‘2\6\9\0\ ‘ T T ‘ T T ‘4.\29\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
—
14.50
5000 11.0 ITI/Z 55.10 46.35%
0 \‘ 1 “ “ \ “ JTS 238. 02830 334.0
— “““‘ I e
miz--> 50 100 150 200 250 300 350 400
Abundance #127770: 9-Eicosene, (E)- —
57.0 14.50
m/z 83.10 42.09%
5000
11.0
oL LLLLLLL 13540 2000 2200 b
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\BF051221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.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 20 Tridecane, 2,2,4,10,12,12-h... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.086 41.16 ng 24634500 Perylene-di2 15.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2,2,4,10,12,12-hexame... 394 C28H58 003035-75-4 50
2 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 50
3 Triacontane 422 C30H62 000638-68-6 43
4 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 43
52,2,4,4,5,5,7,7-Octamethyloctane 226 C16H34 005171-85-7 38

Abundance Scan 2720 (18.086 min): BF123923.D\data.ms (-2692) (- m/z 57.10 100.00%
57.1

18.00 |
113.1
bt L‘ [[lr) 19922523 sato 839 . 7110 13.67%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209572: Tridecane, 2,2,4,10,12,12-hexamethyl-7-(3,5,5-
57.0
5000 S :
18.00
m/z 83.10 11.71%
ob 111130 2110 280.0336.0
\\\\‘\\\\‘\\\\‘\11\’!!\\‘\\f\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #157576: Trichloroacetic acid, undecyl ester
57.0
T T
18.00
5000 ITI/Z 85.10 11.33%
1r60
T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #219831: Triacontane T ‘
57.0 18.00
m/z 69.10 8.69%
5000
113.0
0 L Il | 1116?'\0‘2.25'0281'0337'0 42?0
el e R S S —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51221\
Data File : BF123923.D

Acqg On : 12 May 2021 14:36
Operator : JU/CG

Sample : M2340-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051121.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|
1-Hexanol 5.357 66.2 ng 15088000 1 6.757 4560670 20.0
3-Heptanone 5.516 26.6 ng 6053380 1 6.757 4560670 20.0
4-Heptanol 5.593 33.7 ng 7683960 1 6.757 4560670 20.0
Hexanoic acid, ... 5.910 34.4 ng 7838670 1 6.757 4560670 20.0
1-Hexanol, 2-et... 7.004 952.0 ng 217084000 1 6.757 4560670 20.0
Propanoic acid,... 7.404 54.0 ng 12313100 1 6.757 4560670 20.0
Hexanoic acid, ... 7.687 47.8 ng 25834200 2 8.051 10804600 20.0
1-Octanol, 5,7,... 10.851 170.5 ng 22012800 4 11.286 2581810 20.0
unknown10.88 10.886 276.7 ng 35718500 4 11.286 2581810 20.0
3-Propionyloxyp... 10.910 288.2 ng 37198600 4 11.286 2581810 20.0
Dodecanoic acid... 12.380 29.8 ng 3850890 4 11.286 2581810 20.0
Ethyl Oleate 12.639 72.7 ng 8701350 5 13.927 2393110 20.0
Pentadecanoic a... 12.722 34.9 ng 4178310 5 13.927 2393110 20.0
Benzoic acid, t... 12.822 46.9 ng 5608610 5 13.927 2393110 20.0
Tetradecanal 13.104 24.2 ng 2893940 5 13.927 2393110 20.0
Benzoic acid, t... 13.192 38.2 ng 4566340 5 13.927 2393110 20.0
Benzoic acid, h... 13.545 27.8 ng 3320290 5 13.927 2393110 20.0
2- Chloropropio... 13.798 169.0 ng 20218900 5 13.927 2393110 20.0
Heptafluorobuty... 14.410 83.2 ng 9950520 5 13.927 2393110 20.0
Tridecane, 2,2,... 18.086 41.2 ng 24634500 6 15.368 11969800 20.0
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