LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acqg On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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: BF123245.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 40 rVB 457697 1226044 11.04% 1.731%
2 5.475 571 576 579 rBV 3148216 2932282 26.41% 4.140%
3 6.487 742 748 766 rBV 3044752 3264299 29.40% 4.609%
4 6.857 807 811 814 rBV 986311 792474  7.14%  1.119%
5 7.416 901 906 909 rBV 2060277 2044045 18.41% 2.886%

6 8.139 1025 1029 1032 rBV 1319918 1077371 9.70%
7 9.216 1207 1212 1215 rBV 3686582 3551278 31.98%
8 9.610 1275 1279 1282 rBV 285600 225340 2.03%
9 9.898 1324 1328 1331 rVB 1481005 1220546 10.99%
10 10.686 1458 1462 1471 rBV 1571675 1383508 12.46%

PRoOUVRK
w
=
[
R

11 11.339 1570 1573 1577 rBV 306412 347956 3.13%
12 11.386 1577 1581 1585 rVB 1416296 1295639 11.67%
13 11.645 1606 1625 1641 rBV3 553024 2906189 26.17%
14 11.780 1644 1648 1651 rBV 139814 175281 1.58%

Ve PR
=
(]
w
B

15 11.945 1655 1676 1687 rVV 5329061 11103591 100.00% 15.678%
16 12.192 1714 1718 1723 rVB 575777 627097 5.65% ©.885%
17 12.245 1723 1727 1731 rBV2 300835 388315 3.50% ©.548%
18 12.421 1750 1757 1768 rBV3 151890 576022 5.19% ©.813%
19 12.510 1768 1772 1777 rVB 197891 266506 2.40% 0.376%
20 12.574 1779 1783 1786 rVV 244322 320815 2.89% 0.453%

21 12.621 1786 1791 1798 rVV2 549973 1400517 12.61%
22 12.727 1800 1809 1819 rVV 5946637 11099368 99.96% 15.
23 12.798 1819 1821 1829 rVB2 154336 230715 2.08%
24 12.986 1848 1853 1856 rVB 4524888 4124107 37.14%
25 13.439 1922 1930 1939 rVB 463372 932692  8.40%

R U UV
w
N
[e)]
B

26 13.898 2001 2008 2010 rBV5 85706 161311 1.45%
27 13.927 2010 2013 2024 rVB2 153132 377924  3.40%
28 14.039 2028 2032 2035 rVB 1331970 1160854 10.45%

PRRPROO®
o
w
O
R

29 14.121 2038 2046 2056 rVB 667100 1221523 11.00% 725%
30 14.686 2136 2142 2147 rBV 738895 1150447 10.36% 624%
31 15.245 2231 2237 2252 rVB 491757 929378  8.37% 1.312%
32 15.510 2277 2282 2286 rBV 764237 903229 8.13% 1.275%
33 15.821 2329 2335 2342 rBV2 208553 462183 4.16% ©.653%
34 15.898 2342 2348 2358 rVWW 246375 610437 5.50% ©0.862%
35 15.980 2360 2362 2371 rVB3 71370 114222 1.03% 0.161%

36 16.380 2420 2430 2446 rBV7 232928 1261472 11.36% 1.781%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acqg On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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

37 16.662 2471 2478 2485 rVB2 120928 281249 2.53% ©0.397%
38 17.033 2531 2541 2557 rBV2 692259 1748173 15.74%  2.468%
39 17.451 2604 2612 2621 rBV2 422138 1276733 11.50% 1.803%
40 18.403 2766 2774 2784 rVB4 104611 292467 2.63% 0.413%

41 18.586 2789 2805 2823 rVV2 1509099 5359849 48.27% 7.568%

Sum of corrected areas: 70823448
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Feb 2021 15:08

: M1430-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
BF123245.D

Ju/CaG

: 7 Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF123245.D\data.ms

5475 6.487

7.416

6.857
128

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF123245.D\data.ms
12.727
11.945

12.986

9.216

8.139 9.898

el

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12 50 13 00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF123245.D\data.ms

14.039 18.586

121 14.686 17.033

Time-->

3.439 15. 245 17.451
A 183 18l &80 16.380 16 662 18.40
T ‘ T

13.50 14 00 l4 50 15 00 15 50 16 OO 16 50 17 00 17 50 18 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.128 30.94 ng 1226040 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 35
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 16
5 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 12
Abundance Scan 7 (2.128 min): BF123245.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
431 J\\
R RARRAREmEE RS
‘ ‘ ‘ 2.202.302.402.50
Obrrrrrredl by b 11222391 2520 40 43,10 36.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LR RN RN R
2.202.302.402.50
43.0 .
‘ ‘ ‘ m/z 55.10 27.42%
O\H‘\‘{‘\\““\‘\\\"\\‘\‘\‘H\\‘\\H‘H\\‘\\H‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
ERARARENEEEESSmEEussEe
2.202.302.402.50
5000 41.0 m/z 87.10 24.24%
0 112.0
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20946: 2,5-Dimethyl-4-hydroxy-3-hexanone e RAREasamEE RS
73.0 2.202.302.402.50
m/z 41.10 12.21%
43.0
5000
o%ﬁ-em‘w‘\m,‘J\u‘ﬁ?ﬁ:‘?‘_“1‘4‘%-‘9‘_HWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 unknownll.645 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.645 44.86 ng 2906190  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
2 2-(Decyloxycarbonyl)benzoic acid 306 C18H2604 1000373-53-2 35
3 4-Nitrobenzoic acid, cyclobutyl ... 221 C11H11NO4 070335-00-1 35
4 2-Propenoic acid, 2-methyl-, oct... 198 C12H2202 002157-01-9 32
5 Carbonic acid, propargyl 2-ethyl... 212 C12H2003 1000357-90-9 22
Abundance Scan 1625 (11.645 min): BF123245.D\data.ms (-1606) (- m/z 70.10 100.00%
70.1
149.0
5000 261.1
— —
. |
ob A LML, L 1189 L L m/z 149.00  60.21%
miz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000 e A
11.50 12.00
m/z 261.10 46.17%
o M h 0| ‘ 250 3040 3610
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
149.0
— —
11.50 12.00
5000 m/z 112.10 44 .12%
550 104.0
0 194.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #77990: 4-Nitrobenzoic acid, cyclobutyl ester b= —
70.0 11.50 12.00
m/z 57.10 39.54%
5000
150.0
112.0
P2 L]
ol Ll L[] aes0 e
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08

Operator Ju/caG

Sample : M1430-09

Misc

ALS vial : 7 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
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.945 171.40 ng 11103600 Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Tetradecanoic acid
4 Pentadecanoic acid

256 C16H3202
214 C13H2602
228 C14H2802
242 C15H3002

5 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240

000057-10-3 99
000638-53-9 95
000544-63-8 93
001002-84-2 91
002529-64-8 25

Abundance Scan 1676 (11.945 min): BF123245.D\data.ms (-1655) (- m/z 73.00 100.00%
73.0
43.1
5000
129.1
213.2 ——
‘ H‘ ‘ 1711 ‘ 256.1 12.00
0,‘HAMNJWHNMWMHMMWHMuiwwwjuﬂu‘wﬂu,uww‘uwu m/z 60.00 81.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1o 2130 2560 m/z 43.10 81.37%
0 ’HH“}‘HH!H\H‘\\‘H\‘H‘}h““\\”‘M\“\‘\\‘\\\\‘\H\‘\\\\‘\H‘\‘HH’H\!‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
73.0
—=
43.0 12.00
5000 129.0 m/Z 41.05 69.92%
171.0
214.0
O Hr P e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.10 69.15%
5000
129.0
185.0 228.0
O bl ol b —r=
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 Pentadecanal- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.192 9.68 ng 627097  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 94
2 Heptadecanal 254 C17H340 1000376-70-0 94
3 Octadecanal 268 C18H360 000638-66-4 94
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Hexadecanal 240 C16H320 000629-80-1 91

Abundance Scan 1718 (12.192 min): BF123245.D\data.ms (-1714) (- m/z 57.10 100.00%

57.1
5000 96.1

e

1200 1250
38.1 9999 |

oLl “w‘\ ‘Uh 130 1801 22222561 313 743 16 gg.o6%

m/z--> 50 100 150 200 250 300
Abundance #82954: Pentadecanal-
43.0/ 82.0

5000 7 T
12.00 12.50
m/z 82.10 81.54%
23.0
182.0
O\\H\ ‘\“H%\““\“i“‘\\}‘\’\2\26\.0\‘\\\\‘\\
m/z--> 50 100 150 200 250 300
Abundance
43.0
82.0
—T —
12.00 12.50
5000 m/z 55.10 79.87%
123.0
0 166.0 208.0 254.0
T B B e S B A A A
m/z--> 50 100 150 200 250 300
Abundance #117604: Octadecanal — T
43.0 12.00 12.50

m/z 41.10 75.17%

82.0
5000
24.0
oL ‘\ Ll 194.0 259'0

—T \
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\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 Triacontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.422 8.89 ng 576022  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1757 (12.421 min): BF123245.D\data.ms (-1750) (|  m/z 57.10 100.00%
57.1
5000 qx\AA/\vuv«/{«_
‘ 1250
27.1 .
253.2
o‘Hm_]ui"“hw“m,hu"um_HwHH‘HHw‘_m_wm m/z 71.85 68.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57.0
5000 R
12.50
m/z 43.10 67.26%
7.0
oL 12M0197.0067.0337.0 4220
‘HH‘HH‘HH‘H\\’\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H\‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
—=
12.50
5000 m/z 85.05 49,09%
0 127.0197.0267.0337.0407.0 491.0562.0
[ e P P T e e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #152416: Tridecane, 1-iodo- —T
57.0 12.50
m/z 55.00 31.52%
5000
183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 9,12-Octadecadienoic acid (... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.621 21.62 ng 1400520  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 11-Octadecynoic acid, methyl ester 294 C19H3402 026543-37-3 83
3 Cyclodecene, (Z)- 138 C10H18 000935-31-9 81
4 3,4-Octadiene, 7-methyl- 124 C9H1e6 037050-05-8 76
5 9-Octadecyne 250 C18H34 035365-59-4 68

Abundance Scan1791(12621num BF123245.D\data.ms (-1786) (- m/z 67.10 100.00%

5000
T T
‘H‘\ %1ﬁ?l 185.2 241.2 280.1 12.50 13.00o
0t bl M o ““\‘ ittt i n/z 55.10 53 252

-

m/z--> 50 200 250
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —_—
12.50 13.00
09.0 m/z 41.10 84.62%
h 280.0
0 “‘meu \\memw ‘1820 2200 L
m/z--> 50 200 250
Abundance
= =
124.0 12.50 13.00
5000 m/z 81.05 80.29%

164.0 206.02380  594¢
O o e e o e e e e A
miz--> 50 100 150 200 250
Abundance #16863: Cyclodecene, (Z)-

67.0 12.50 13.00

m/z 95.05 56.05%

%

5000

N
E=——©
©
| ©
—
w
00
o

m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 7 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.727 191.23 ng 11099400 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1809 (12 727 min): BF123245.D\data.ms (-1800) (- m/z 73.00 100.00%

129.1 Jt‘
185.2 241.2

‘ ‘ 2843 1250 1300
H H‘H\ um\ it \ J | [ L 387.. m z 93.54%

mi/z--> 5 1 200 250 300 350
Abundance #131261: Octadecanoic acid
12 50 13 00

3.0
5000 129.0
‘ 1850 24109840 m/z 81.45%
O “‘ ‘\““\“h“‘WM‘\HM\"‘\ \‘\‘\“‘\\‘\\‘\\\‘\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
73.0

5000

%

O

1250 1300
5000 129.0 m/z 79.25%
29.0
199.0242.0
O B B o o B e R BRI
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73.0 1250 1300
m/z 77 .68%
5000
129.0
29. 185.0228.0
0, HM‘ h” ML m “’\‘\u“ “\‘ \‘ ; “\‘ L L
m/z--> 50 100 150 200 250 300 350 12 50 13 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 8 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.439 16.07 ng 932692 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 91
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 1930 (13.439 min): BF123245.D\data.ms (-1922) (- m/z 57.10 100.00%
57.1
o JL
1350
4121 1 :
0l ““‘w‘h‘ ! “ LiA}2183122532670 1 7110 70.68%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 R
13.50
m/z 43.05 64.60%
oL L 1 \\ | 141.0183.0225.0 267.0 309.0 367
\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
13.50
5000 m/z 85.05 51.76%
99.0
ol5.0 141.0183.02250  296.0
R e e o A B B e
miz--> 50 100 150 200 250 300 350
Abundance #129498: Nonadecane, 2-methyl- —
57.0 13.50
m/z 55.10 22.90%
5000
oL+ % [14101830 290 -
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\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 9 Heptafluorobutyric acid, pe... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.927 6.51 ng 377924 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 95
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95

Abundance Scan 2013 (13.927 min): BF123245.D\data.ms (-2010) (- m/z 57.10 100.00%

57.1
5000 111
257.1

‘ H ‘ 168.2 14.00
i Ww “H‘M‘H, }L \‘M\‘ i ‘m‘\“ T

2131 |

miz--> 50 100 150 200 250 300 350 400

Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

e m/z 83.18 89.48%
5000 10 ——
L

o

m/z 43.10 85.48%

1
(= ‘\L ‘\‘\ , ““ “ “H‘i : “L‘ J} ‘u‘ “ ‘\ ‘2’1‘2‘-92‘5‘5"9‘ T ““'0‘6“‘
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0

14.00
5000 111.0 m/z 97.10 82.76%
0 182.0  255.0 3p6.0
N A e B e A B S A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol T
83.0 14.00

m/z 69.10 81.68%

5000
LT 1820 23602800

oL L S 2300 —
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\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 10 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.121 21.05 ng 1221520 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2046 (14.121 min): BF123245.D\data.ms (-2038) (- m/z 57.10 100.00%
57.1
> pﬁyyj\AmeNN
1400 1450
141 1 . .
ol M 9 H‘ L1 1832 2392 2951 3514 m/z 71.10 70.76%
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 e =l
14.00 14.50
m/z 43.10 60.04%
oLy I} H ] 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
14.00 14.50
5000 m/z 85.05 52.84%
99.0
0 141.0183.0925.9 338.0
T T
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane 7 =
57.0 14.00 14.50
m/z 55.05 21.50%
oL ‘L‘ 1 M | 1410183.0225.0267.0309.0 367.0
e e —— ——
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 11 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.686 19.82 ng 1150450 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 2142 (14.686 min): BF123245.D\data.ms (-2136) (- m/z 57.10 100.00%
57.1
> \,_/L
== =
‘ ‘ EﬁO +41 1 183 2 252 14.50 15.00
ob il 14118322252 2810 3373 771 65 6e.97%
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 e —_
14.50 15.00
m/z 43.10 57.89%
oL 0141018300950 2820
\\\\‘\ \\\\‘\\\\‘\\\\’\\\\\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
14.50 15.00
5000 m/z 85.05 51.79%
99.0
o150 141.0 183.0 225.0  296.0
B B R e R
miz--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- DEE =
57.0 14.50 15.00
m/z 55.10 23.62%
B AwﬁﬂwwmwwAKJWwwwﬁmA
o A \\ | 14101830 2%%9 5810 3230
il R R e e —— ——
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 12 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.245 20.58 ng 929378 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2237 (15.245 min): BF123245.D\data.ms (-2231) (- m/z 57.05 100.00%

57.0
5000

g 0 T T T T T T

‘ ‘ ‘ ‘ H 118322252 267.1 15.00 15.50
S RRary L4 b ST m/z 71.10 71.05%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0

o

5000 - —
15.00 15.50
9.0 m/z 43.05 60.91%
Ol\s\q\ “‘\ “‘ \h‘\ h“ \“ \% \]-‘0\ ]\-8\3\()‘ \22\5\(\) ‘ L \29\6‘.(\)\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
15.00 15.50
5000 m/z 85.10 52.10%
99.0
0 141.0 183.0 225.0 267.0 309.0  367.(
e T T T
miz--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- o ===
43.0 15.00 15.50

m/z 55.05 21.58%

) w
I u M H 12701690 225.0

0 | “ \‘ | L L 295 0 337 0
— —_— e — ‘

m/z--> 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 13 16-Hexadecanoyl hydrazide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.821 10.23 ng 462183 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 68
2 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 53
3 2-Nonadecanone 282 C19H380 000629-66-3 49
4 Hexadecanoic acid, 4-nitrophenyl... 377 C22H35N04 001492-30-4 47
5 Decane, 3-methyl- 156 C11H24 013151-34-3 41
Abundance Scan 2335 (15.821 min): BF123245.D\data.ms (-2329) (- m/z 57.10 100.00%
57.1
239.2
5000
6.0
— —
127.1 194.2 . .
| M‘L 7501 19 | ps11 15.50 16.00 ]
oL— e e m/z 71.10 93.54%
miz-> 50 100 150 200 250
Abundance #119244: 16-Hexadecanoyl hydrazide
32.0
5000 — —
15.50 16.00
m/z 43.05 92.67%
74.0 239.0
ol 10901430 1940 2302700
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance
57.0
— ——
2390 15.50 16.00
5000 m/z 239.20 70.56%
95.0
o15.0 137.0 1830
—— T
miz--> 50 100 150 200 250
Abundance #129460: 2-Nonadecanone — —T
58.0 15.50 16.00
m/z 58.00 53.65%
5000
270‘ F&O 282.0
oL 200 L f270 1800 2220 282D || i) T
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 14 Hentriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.898 13.52 ng 610437 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2348 (15.898 min): BF123245.D\data.ms (-2342) (- m/z 57.10 100.00%
57.1
1550  16.00
169.1 : :
0 “‘ w Phrmaes2 2831 ) m/z 71.10  66.48%
miz--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 — —
15.50 16.00
m/z 43.05 54.22%
O \\‘\\‘\”‘\H\];L\‘\‘\\‘%\6\9\0\’2\2\5\\0‘\2\8\2\(‘)\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
— ——
15.50 16.00
5000 m/z 85.05 48.10%
113.0
0 169.0 2250 296.0
e T T T
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane T T
57.0 15.50 16.00
m/z 55.10 23.50%
h \/\/\\/WAJ\/\/\//\/\j
0 ‘H\\H]H | 1690 2250  309.0 365.0 436.
e e e — ——
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 15 .gamma.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.380 27.93 ng 1261470 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 46
4 5-Cholestene-3-0l, 24-methyl- 400 (C28H480 1000214-17-4 38
5 Clionasterol acetate 456 C31H5202 004651-54-1 38
Abundance Scan 2430 (16.380 min): BF123245.D\data.ms (-2420) (- m/z 43.10 100.00%
43.1
— ——
16.00 16.50
oLt L a m/z 57.10  62.33%
miz--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitostero
43.0
5000 5.0 — ——
145.0 414.(  16.00 16.50
2130 3030 m/z 55.85 58.39%
0 ‘\\ | ,“‘H‘}
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
— ——
16.00 16.50
5000 m/z 81.10 45.62%
107.0 414.(
161.0
213.0 3.0
0 257.0 354.0
B e e S  ana
miz--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- — ——
43.0 16.00 16.50
m/z 107.05  43.42%
5000
368.0
20 145.0
' 414 (
213.0
o L), 2130 250 g | )
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 16 Heneicosane, 11-(1-ethylpro...

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
16.662 6.23 ng 281249 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2478 (16.662 min): BF123245.D\data.ms (-2471) (-
57.1

5000

“‘M\WM M%410;83;22512670
N

m/z--> 50 100 150 200 250 300 350

o

Abundance #194493: Hexacosane
57.0
5000
ol ‘L‘ L \\ | 141.0183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
43.0
5000 85.0
o 12701690 2250 295.03370
e e e T e

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

16.50 17.00

m/z 71.10 70.73%

16.50 17.00

m/z 43.10 57.19%

16.50 17.00

m/z 85.10  48.20%

Abundance #215181: 2-methyloctacosane ‘ o
57.0 16.50 17.00
m/z 55.10  20.21%
B J\J
ol “\\ H | 1410183.0225.0267.0300.0_ 3650
e “““‘ B B A T e 7 —
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 17 Palmitic acid vinyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.033 38.71 ng 1748170 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 64
2 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 60
3 Hexadecanoic acid, 4-nitrophenyl... 377 C22H35NO4 001492-30-4 49
4 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 43
5 Decane, 5-propyl- 184 C13H28 017312-62-8 41
Abundance Scan 2541 (17.033 min): BF123245.D\data.ms (-2531) (- m/z 57.10 100.00%
57.1
239.2
5000
oo
o4 ‘ MN ‘HM \\M‘ uu ‘\‘u‘ ‘\Hl ‘\\295;”“”“4‘19;‘ m/z 71.05 90.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #119244: 16-Hexadecanoyl hydrazide
32.0
5000 = :
17.00
m/z 43.05 88.41%
ol | 850 1370 1040230
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance
57.0
R \
239.0 17.00
5000 m/z 239.15 69.70%
109.0
0l.4.0 165.0
B e O R
m/z--> 50 100 150 200 250 300 350 400 A
Abundance #201039: Hexadecanoic acid, 4-nitrophenyl ester —— —
239.0 17.00
m/z 55.10 50.10%
43.0
5000
ol Ll h“ 100 1040 | 3180 3770
H“““““‘ e e e P
mlz--> 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 18 unknownl7.451 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.451 28.27 ng 1276730 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 44
2 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 38
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 38
4 Octadecane 254 C18H38 000593-45-3 38
5 Hexacosane 366 C26H54 000630-01-3 27
Abundance Scan 2612 (17.451 min): BF123245.D\data.ms (-2604) (|  m/z 57.10 100.00%
57.1
o 2073 /\\WNKV¢/\f\~wa¢xw
6.0
——
194.2 ‘ ‘ 17.50
0L— n“ ‘H‘ ““\H M\‘ %5“\2‘1\‘ ' ‘\\‘ b \1 ‘h““ ‘\“\‘\3‘0\9" m/Z 71.19 96.5200
miz--> 50 100 150 200 250 300
Abundance #129491: Eicosane
57.0
5000 IR
17.50
m/z 43.10 87.22%
99.0
oL 0 1410 1830 2050 2620
\\\\‘\”\‘\“\‘\‘\‘\1“‘\‘\\‘\“\‘\\\‘\\\\‘\
miz-> 50 100 150 200 250 300
Abundance
57.0
——
239.0 17.50
5000 m/z 58.05 49, 84%
95.0
o150 137.0 183.0
——— e
miz--> 50 100 150 200 250 300
Abundance #71399: Tetradecane, 4-methyl- T
43.0 17.50
m/z 55.00 49.00%
5000 85.0
‘ 270 169.0
TR A = R .
m/z--> 50 100 150 200 250 300 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 19 n-Propyl 9,12-octadecadienoate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
18.403 6.48 ng 292467 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Propyl 9,12-octadecadienoate 322 C21H3802 1000336-77-8 70
2 9-Octadecyne 250 C18H34 035365-59-4 62
3 2(1H)-Naphthalenone, octahydro-,... 152 C1@H160 016021-08-2 60
4 7Z-9-Hexadecen-1-o0l acetate 282 C18H3402 1000130-89-2 58
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 58

Abundance Scan 2774 (18.403 min): BF123245.D\data.ms (-2766) (- m/z 57.05 100.00%
1.0
95.1
5000
135.0
. ——
1850 221.1 265.3 321 1850
- ¥ Wige N‘M Ll L m/z 43.10  90.94%
m/z--> 50 100 150 200 250 300
Abundance #162978: n-Propyl 9,12-octadecadienoate
81.0
5000 1
263.0 18.50
23.0 ’ m/z 55.10 85.92%
ﬂ64.0 220.0 “ 322.(
O' \“‘H ‘\“‘”\“L\ \‘ T 1 T \‘\ LN \‘\
miz--> 50 100 150 200 250 300
Abundance
81.0
41.0 e
18.50
5000 m/z 81.00 79.89%
123.0
193.0
I it
m/z--> 50 100 150 200 250 300
Abundance  #25231: 2(1H)-Naphthalenone, octahydro-, trans- ——
55.0 108.0 18.50
m/z 67.00 72.02%
152.0
5000
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acq On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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 20 Hexadecanal, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.586 118.68 ng 5359850 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanal, 2-methyl- 254 C17H340 055019-46-0 50
2 2-Nonadecanone 282 C19H380 000629-66-3 46
3 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 46
4 Eicosane 282 C20H42 000112-95-8 41
5 Decane, 5-propyl- 184 C13H28 017312-62-8 38

Abundance Scan 2805 (18.586 min): BF123245.D\data.ms (-2789) (- m/z 57.10 100.00%
57.1

5000

5

239.2
R B RARR R
18.2018.4018.6018.80
6.2 ‘ 205.3 .
0F ki | ‘ A N' 4802 LI F o35S 478 m/z 71.10 95.72%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #105861: Hexadecanal, 2-methyl-
58.0
5000 [T T T[T T T[T rrrT
18.2018.4018.6018.80
m/z 43.05 85.40%
O l“’“]-0901960 \2\5‘4\..\0\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
58.0
o REamswEEEESE
18.2018.4018.6018.80
5000 m/z 58.05 50.46%
0 111.0 166.0 222.0 282.0
L B o e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #119244: 16-Hexadecanoy! hydrazide BREEEEEEEE S
32.0 18.2018.4018.6018.80
m/z 55.05 46.90%
239.0
0 ‘“H"‘WMHH_Hwm“_m‘mWm_m_m R
m/z--> 0 50 100 150 200 250 300 350 400 450 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022021\
Data File : BF123245.D

Acqg On : 20 Feb 2021 15:08
Operator : JU/CG

Sample : M1430-09

Misc :

ALS vial : 7 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|
Butane, 2-metho... 2.128 30.9 ng 1226040 1 6.857 792474 20.0
unknownl1.645 11.645 44.9 ng 2906190 4 11.386 1295640 20.0
n-Hexadecanoic ... 11.945 171.4 ng 11103600 4 11.386 1295640 20.0
Pentadecanal- 12.192 9.7 ng 627097 4 11.386 1295640 20.0
Triacontane 12.422 8.9 ng 576022 4 11.386 1295640 20.0
9,12-Octadecadi... 12.621 21.6 ng 1400520 4 11.386 1295640 20.0
Octadecanoic acid 12.727 191.2 ng 11099400 5 14.039 1160850 20.0
Hexacosane 13.439 16.1 ng 932692 5 14.039 1160850 20.0
Heptafluorobuty... 13.927 6.5 ng 377924 5 14.039 1160850 20.0
Octacosane 14.121 21.1 ng 1221520 5 14.039 1160850 20.0
Eicosane 14.686 19.8 ng 1150450 5 14.039 1160850 20.0
Heneicosane 15.245 20.6 ng 929378 6 15.509 903229 20.0
16-Hexadecanoyl... 15.821 10.2 ng 462183 6 15.509 903229 20.0
Hentriacontane 15.898 13.5 ng 610437 6 15.509 903229 20.0
.gamma.-Sitosterol 16.380 27.9 ng 1261470 6 15.509 903229 20.0
Heneicosane, 11... 16.662 6.2 ng 281249 6 15.509 903229 20.0
Palmitic acid v... 17.033 38.7 ng 1748170 6 15.509 903229 20.0
unknownl7.451 17.451 28.3 ng 1276730 6 15.509 903229 20.0
n-Propyl 9,12-o0... 18.403 6.5 ng 292467 6 15.509 903229 20.0
Hexadecanal, 2-... 18.586 118.7 ng 5359850 6 15.509 903229 20.0
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