LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11 Instrument :
Operator : JU/CG BNA_F

Sample : L4838-02 ClientSampleld :
Misc : KENS-B2-111920-0-2

ALS vial : 9 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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122428.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 7 13 19 rVB 392013 518098 8.03% 0.947%
2 2.269 27 31 36 rvB 50856 65886 1.02% 0.120%
3 3.363 213 217 226 rBV 39446 90469 1.40% 0.165%
4 5.081 498 509 516 rBV 653724 900597 13.96%  1.645%
5 5.492 573 579 582 rBV 4669863 4980035 77.17% 9.099%
6 5.875 641 644 648 rVB 115131 94234 1.46% 0.172%
7 6.410 731 735 738 rBV 93036 90171 1.40% 0.165%
8 6.498 744 750 754 rBV 4736539 5441750 84.33% 9.942%
9 6.686 779 782 796 rBV 273294 256801 3.98% 0.469%
106 6.863 808 812 815 rBV 1666345 1284731 19.91% 2.347%
11  7.428 902 908 911 rBV 3326789 3375225 52.30% 6.167%
12 8.151 1026 1031 1034 rBV 1748619 1592045 24.67% 2.909%
13 9.227 1209 1214 1217 rBV 6322646 5799452 89.87% 10.596%
14  9.345 1229 1234 1238 rVB 432867 397106 6.15% 0.726%
15 9.622 1276 1281 1291 rVB 495668 464368 7.20% ©0.848%

16 9.833 1307 1317 1325 rBV2 79859 175896 2.73% ©
17 9.904 1325 1329 1333 rVVW 2025860 1858486 28.80% 3
18 10.698 1458 1464 1467 rBV 4191120 3830769 59.36% 6.999%
19 11.392 1578 1582 1586 rBV 2192997 2035332 31.54% 3
20 11.927 1669 1673 1681 rBV 1024207 1029879 15.96% 1

21 12.639 1791 1794 1802 rBV3 89484 149966  2.32% 0.274%
22 12.721 1802 1808 1820 rBV 3037197 3704008 57.40% 6.767%
23 12.986 1848 1853 1857 rBV 6157204 6453061 100.00% 11.790%
24 13.215 1885 1892 1896 rBv4 112671 173424  2.69% ©.317%
25 13.833 1992 1997 2003 rBV3 135484 147959  2.29% ©.270%

26 13.886 2003 2006 2020 rVB 805220 1077808 16.70%
27 14.039 2025 2032 2040 rVB 2290427 2061509 31.95%
28 14.209 2057 2061 2074 rBvV2 82171 124685 1.93%

ORr O WER
N
N
[e]
R

29 14.521 2108 2114 2127 rBV 541973 851792 13.20% 556%
30 14.827 2161 2166 2169 rBV 88691 105622 1.64% 193%
31 14.904 2176 2179 2184 rVB 86334 93557 1.45% ©0.171%
32 14.974 2187 2191 2198 rBV 147226 155002 2.40% 0.283%
33 15.174 2220 2225 2227 rBV 310162 359534 5.57% 0.657%
34 15.198 2227 2229 2236 rVB 169997 265210 4.11% ©.485%
35 15.515 2278 2283 2288 rBV 1333413 1715631 26.59%  3.135%
36 15.556 2288 2290 2295 rVB 93416 108105 1.68% 0.198%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 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-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.762 2320 2325 2333 rBV 160543 207696 3.22% ©.379%
38 16.003 2361 2366 2370 rBV 300968 438774 6.80% 0.802%
39 16.051 2370 2374 2384 rVV 406896 773670 11.99%  1.414%
40 16.515 2449 2453 2458 rVB3 49605 86284 1.34% 0.158%
41 16.809 2497 2503 2510 rBV 131932 244117 3.78% ©.446%
42 17.121 2551 2556 2562 rVB2 64180 120103 1.86% 0.219%
43 17.209 2564 2571 2581 rBV3 103209 346643 5.37% ©0.633%
44 17.603 2631 2638 2652 rBV7 129757 393680 6.10% ©.719%

45 17.833 2673 2677 2688 rVBle 45956 108468 1.68% ©.198%

46 18.639 2808 2814 2828 rVB1lo 59891 185609 2.88% 0.339%

Sum of corrected areas: 54733247
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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\BF112120\

BF122428.D
: 21 Nov 2020 19:11

Ju/CG

L4838-02 :
. KENS-B2-111920-0-2
: 9 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

o

Time-->

TIC: BF122428.D\data.ms

5.492 6.498

7.428

6.863

5.081

1.163

269 6.686

3.363 5.875 6.4

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

9.227

9.904
8.151

9.345 9.622
9.8

TIC: BF122428.D\data.ms
12.

10.698

12.721

11.392

11.927

086

12.6

L

0
Time-->

10.00

‘
12.50

P
10.50 11.00

11.50 12.00 13

13.215

T
.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

14.039

13.886
14.521

14.209

13./?%6:

TIC: BF122428.D\data.ms

16.515 16.809 17172309 17.6037 833

Time-->

T
13.

50 14.00 14.50 15.00 15.50

16.

00 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 7
R.T. EstConc Area Relative to ISTD R.T.
2.163 8.07 ng 518098 1,4-Dichlorobenzene-d4 6.863

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 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 13 (2.163 min): BF122428.D\data.ms (-7) (-) m/z 73.10 100.00%
3.1
5000
43.0
87'1 H\‘\H\‘\\H‘\\H‘HH‘H\
%9 1 2.202.302.402.502.60
Ot 23 m/z 43.05  35.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T T[T T[T [ TT I [rrl
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 24.89%
29.0
M‘ | ‘\‘ ‘ Lgo ‘ | ‘
O\\‘\H\‘\H\‘\H\‘\H\“HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 O AR e aeatas
2.202.302.402.502.60
5000 41.0 550 m/z 87.10 24.45%
27.0
0 112.0 129.0
R e R E o R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A RaREaE e AR
73.0 2.202.302.402.502.60
m/z 41.05 12.28%
5000
45.0
29.0
0‘wuﬂmuuﬁJHW‘E%QHWWMW‘H‘_H‘MM‘MH‘MH‘_‘H T A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.081 14.02 ng 900597 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 509 (5.081 min): BF122428.D\data.ms (-498) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 A RAREEE S
4.80 5.00 5.20 5.40
| 83.0 .
-t m/z 59.10 57.06%
miz-> 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L BN LR
59.0 4.80 5.00 5.20 5.40
m/z 101.10 20.16%
15.0 101.0
‘ T | 83.0 | ‘
O\\\\‘\\\\‘i\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
A EaEa T
4.80 5.00 5.20 5.40
5000 210 m/z 58.00 16.15%
o 126.0142 o
e N B ammaea o SR
miz--> 20 40 60 80 100 120 140
Abundance #4425 Butane, 1-ethoxy- A ARRmEEEEE T
59.0 4.80 5.00 5.20 5.40
31.0 m/z 41.05 8.95%
5000
90 | | o
R e T O I
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.686 4.00 ng 256801 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
3 Methoxymethyl isothiocyanate 103 C3H5NOS 019900-84-6 42
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 .beta.-Methoxyethoxymethyl chloride 124 C4H9C102 003970-21-6 36
Abundance Scan 782 (6.686 min): BF122428.D\data.ms (-779) (-) m/z 45.10 100.00%
45.1
5000
o 640660650760
104.1 : : . :
I N MM 2201 m/z 59.e5  33.39%
miz--> 20 40 60 80 100 120 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\\‘\\/\\\‘\\\\‘\\\\‘\\\\
6.40 6.60 6.80 7.00
29.0 72.0 m/z 72.10 20.90%
L es01040  gssg
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
45.0
A ARRmGEAE R
6.40 6.60 6.80 7.00
5000 m/z 73.05 13.17%
29.0 720 89.0
0 ] 119.0  148.0
T T T e
miz--> 20 40 60 80 100 120 140
Abundance #4527: Methoxymethy! isothiocyanate = M R
45.0 6.40 6.60 6.80 7.00
m/z 43.05 12.92%
5000
72.0 103.0
29.0 ‘
O T e IR I A RaRaE T R
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\

Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample L4838-02 :
Misc KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.345 4.27 ng 397106  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 p-Isopropoxyaniline 151 CSH13NO 007664-66-6 64
3 Metacetamol 151 C8HONO2 000621-42-1 64
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 59
Abundance Scan 1234 (9.345 min): BF122428.D\data.ms (-1229) (-) m/z 43.00 100.00%
T 109.1
151.0
5000
R R
‘ 69"0 ‘ 9.00 9.20 9.40 9.60
Ot bl M b yz 1e9.10 81.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 \‘\\\\‘/\\\\\‘\\\\’\\\\‘\
9.00 9.20 9.40 9.60
69.0 m/z 151.00 53.16%
|

01150 JH,‘M\‘\H‘ ‘m“\ M\‘\“‘\L,HHMm‘_‘1‘_‘\”‘1‘9‘2‘9””‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0

9.00 9.20 9.40 9.60

5000 m/z 41.05  22.34%
80.0 151.0
27.0 530
o} e/ MUV SN NSNS S

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

Abundance #24779: Metacetamol R EARRNEEEEE S
109.0 9.00 9.20 9.40 9.60

m/z 69.05 15.28%

5000 151.0
43.0
80.0
150 .| 4 | I

m/z-->

o

|
R N R RR R R s s e e S e e e
20 40 60 80 100 120 140 160 180 200

I EREER SRS SR
9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.927 10.12 ng 1029880  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1673 (11.927 min): BF122428.D\data.ms (-1669) (- m/z 73.00 100.00%
73.0
43.0

5000 129.0

—

2132
‘ HH 171.1 ‘ 256.3 12.00
,wh‘:‘w“‘J‘Mm”“u‘M‘m‘Mm“‘H‘H,“HJW_MH,W‘_W‘ m/z 43.05  85.22%

0
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 60.00 84.72%
O ’HH“}‘HH!H \‘\“\\‘H\‘\\‘1“““\\”‘1‘\“\‘\\‘H\\‘\\H’\H\‘\H‘\‘HH’H\!‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
73.0
— ==
43.0 12.00
5000 m/z 41.10 68.86%
129.0
185.0 228.0
O Hrr P e T e T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid T
43.0,,73.0 12.00
m/z 57.05 68.44%
5000 129.0
O b -
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\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.721 35.93 ng 3704010 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1808 (12.721 min): BF122428.D\data.ms (-1802) (- m/z 73.00 100.00%
43.1 73.0

5000 129.0

185.2 2412 i — —
‘ ‘ 284.% 12.50 13.00
L

,M““ m/z 43.10  99.85%

0 T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 =T T
12.50 13.00
185.0 241.0 284.C ITI/Z 60.00 81.86%
O ’HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
73.0
— —
430 12.50 13.00
5000 ITI/Z 57.10 80.31%
129.0
185.0 228.0
O e e e T T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107548: n-Hexadecanoic acid = ‘ =
43.0 73.0 12.50 13.00

m/z 55.05 74.49%

5000 256.0
129.0
10 213.0
“ ‘\‘ H‘H A ‘ HH‘ MMH ‘H‘\ L ‘ Lyl l ‘ -

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 G5-Eicosene, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.886 10.46 ng 1077810  Chrysene-diz 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 s-Eicosene, (B)- 280 o0 074685-30-6 99

2 1-Heneicosanol
3 Behenic alcohol
4 n-Tetracosanol-1

5 Trichloroacetic acid, hexadecyl ...

312 C21H440
326 C22H460
354 C24H500
386 C18H33C1302

015594-90-8 95
000661-19-8 94
000506-51-4 94
074339-54-1 94

Abundance Scan 2006 (13.886 min): BF122428.D\data.ms (-2003) (-
57.0

m/z 57.05 100.00%

97.1
5000
1350 14.00
39.1 : :
ol A L “H\ A 1‘1 ja 1821 2301 2801 . 55.05  92.31%
m/z--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 97.0 = e
13.50 14.00
m/z 43.18  91.50%
0 \2\34\L ‘\‘ “‘ ‘\ h\ \“H\‘H“ }“ \%\3?.? T ]\_8\2-\0‘ \22\3\0\ ‘ \2\89.\()‘ T
m/z--> 50 100 150 200 250 300
Abundance
55.0
97.0
— —
13.50 14.00
5000 ITI/Z 83.10 89.89%
019.0 133.0 182.0 224.0 266.0
e e e
m/z-> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol T —
439 83.0 13.50 14.00
' m/z 97.10 81.66%
5000
25.0
oo Ll om0 oo oo L
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF110920.M Mon Nov 23 13:03:26 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.521 8.26 ng 851792 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Eicosyl pentafluoropropionate 444 (C23H41F502 1000351-80-8 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90
Abundance Scan 2114 (14.521 min): BF122428.D\data.ms (-2108) (-} | m/z 57.05 100.00%
57.0
5000
11.1
T \
‘ 141682 2391 1499
0 “HMHLH dh ““l e e L man m/z 43.10 85.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55.0
5000 11.0 T 7 \
14.50
m/z 83.10 69.97%
O \\“\M\“‘\‘\‘\\““‘\“\“\‘ “‘\7\\()\‘\\\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
T [
14.50
5000 111.0 m/z 55.10 66.84%
0 167.0 224.0 280.0325.0 426.(
B T S e B
miz--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)- T
57.0 14.50
m/z 69.05 63.44%
5000
11.0
WL,
ol bbb by %P asmg RS
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF110920.M Mon Nov 23 13:03:26 2020 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.174 4.19 ng 359534 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2225 (15.174 min): BF122428.D\data.ms (-2220) (- m/z 57.10 100.00%

57.1
5000

91 T T T T T T
‘ ] \ 183.2225.2267.1 1590 1550
o——sh MMM‘WM“M“““““““““““‘ m/z 71.10 71.99%
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 =T =
15.00 15.50

‘ m/z 43.05 62.94%

ot 1410185 0225 0767030903670
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

15.00 15.50

5000 m/z 85.05 53.47%
99.0
0 141.0183.0225.0267.0309.0 365.0
T T T T T T T T T [T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T =
57.0 15.00 15.50

m/z 55.05  23.32%

- MU\N%M
41.0
15.0 ‘ ! h‘ | 141.0183.0205.0  296.0

5-\ |
0= A — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF110920.M Mon Nov 23 13:03:27 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Behenic alcohol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.198 3.09 ng 265210 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 58
3 n-Nonadecanol-1 284 C19H400 001454-84-8 52
4 1-Octadecanol 270 C18H380 000112-92-5 49
5 n-Heptadecanol-1 256 C17H360 001454-85-9 49
Abundance Scan 2229 (15.198 min): BF122428.D\data.ms (-2227) (|  m/z 83.10 100.00%
83.1
> AAJLK\JM
25.1 —— — T
15.00 15.50
b L ‘Uu“h | G007 2091 2012820 a7 10 86.72%
miz--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol
83.0
43.0
5000 — ~
15.00 15.50
25.0 m/z 55.05  79.55%
05— “\‘ ‘\“ “‘ ‘\ ‘\‘ \‘ \““ ‘H‘ \‘L‘\ ‘h ‘%\63(\) \2‘1\0\0\ T \2\8\0\0‘ T
miz--> 50 100 150 200 250 300
Abundance
55.0
97.0
—— —
15.00 15.50
5000 m/z 69.10 69.97%
019.0 139.0 182.0 224.0 266.0
e e e
m/z--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1 —— —
83.0 15.00 15.50
43.0 m/z 111.10 45.03%
5000
25.0
Ll aese 2o
ol AL b Ly fes0 2880 e
m/z--> 50 100 150 200 250 300 15.00 15.50

8270-BF110920.M Mon Nov 23 13:03:27 2020 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.762 2.42 ng 207696 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 87
4 Hexadecanal 240 C16H320 000629-80-1 83
5 1,19-Eicosadiene 278 C20H38 014811-95-1 83

Abundance Scan 2325 (15.762 min): BF122428.D\data.ms (-2320) (- m/z 57.05 100.00%

57.0
96.0
5000

1550 1600
1941 2490 283
- w‘ ol W‘“wWHM“ S8 7 43,05 89.59%

m/z--> 50 lOO 150 200 250
Abundance #117618: Oxirane, hexadecyl-
82.0
43.0
5000 1 T
15.50 16.00
24.0 m/z 82.05 88.18%
1, \‘n | H Wl H‘\‘ H\h \\%6? OH \21\} 9 2\59 0
O T T ‘ T ‘ T T T T T T ‘ T T T T
m/z--> 50 100 200 250
Abundance
43.0 82.0

15.50 16.00
5000 m/Z 55.05 68.67%
124.0
0 166.0 2220 264.0
L B e e T I R A A S R
m/z--> 50 100 150 200 250
Abundance #117605: Octadecanal T —
43.0 82.0 15.50 16.00

m/z 96.05 59.43%

5000
24.0 250.0
AN [ gsao geso

{ \
m/z--> 50 100 150 200 250 15.50 16.00

o

8270-BF110920.M Mon Nov 23 13:03:28 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.003 5.12 ng 438774 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 90
Abundance Scan 2366 (16.003 min): BF122428.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1
> MJ\/LJ
16.00 |
2183.2 .
- ‘H‘ ¥ ‘L 11 J 350022522600 m/z 71.e5 74.38%
miz--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 = —
16.00
9.0 m/z 43.10 63.02%
O T \“\ ‘\“‘ T H \“‘\h“ \“‘ \]L “ “‘\%8\3\(‘)2\2\5\\0‘ \2\8\2\?\ 1T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
16.00
5000 m/z 85.10 54.94%
99.0
0 141.0183.0225.0267.0309.0 365.0
e e e T T
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane = I
57.0 16.00
m/z 55.10 21.05%
- M\L
REENN M 141018300250 2080 A
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF110920.M Mon Nov 23 13:03:29 2020 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 Cyclohexane, 1,2,4,5-tetrae... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.051 9.02 ng 773670 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 53
2 1-Heptacosanol 396 C27H560 002004-39-9 45
3 Triacontyl acetate 480 C32H6402 041755-58-2 41
4 Octacosanol 410 C28H580 000557-61-9 41
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 41

Abundance Scan 2374 (16.051 min): BF122428.D\data.ms (-2370) (- m/z 83.10 100.00%
83.1

5000

-

157.1 e
L, | 2210 2073 16.00
0H‘l“““"i‘u“““}‘“”‘l"‘“H.‘\“\\L\\\\\\\\\\\\\\\\\\\\ m/Z 97.10 75.72%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #58327: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alp

N

55.0
5000 111.0 = :
16.00
167.0 m/z 57.10 72.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
T T \
10 16.00
5000 ’ ITI/Z 69.10 59.79%
0 167.0 222.0 278.0 378.0
T T T e T T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate T
43.0 16.00
97.0 m/z 55.05 55.87%
5000

-

oL LA | 1153920002640 3340 4200 ag0,
| L0 420.0 480

m/z--> 0 50 100 150 200 250 300 350 400 450 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 1,19-Eicosadiene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.809 2.85 ng 244117 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 98
2 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 95
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 95
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90
Abundance Scan 2503 (16.809 min): BF122428.D\data.ms (-2497) (- m/z 57.05 100.00%
57.0
96.1
5000
37.1 50 17.00
M § s111 2781 3403 16.50 17.00
o' L m/z 43.10  85.21%
miz--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene
55.0
5000 — ——
16.50 17.00
m/z 82.05 83.96%
0 ‘\\ Ll H\ 138.0 180.0 236.0 278.0
\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
55.0
— ~T=
96.0 16.50 17.00
5000 278.0 m/z 96.10 65.73%
o 137.0 180.0 222.0
e T T
miz--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl- — —
82.0 16.50 17.00
m/z 55.05 60.47%
43.
5000
24.0
“ | H‘ | 166.0 211.0250.0
0! ‘\‘\“hw\u\hu\\H‘\H‘HH‘HH“ — —
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\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 1-Heptacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.209 4.04 ng 346643 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 Octacosyl acetate 452 C30H6002 018206-97-8 93
3 Triacontyl acetate 480 C32H6402 041755-58-2 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 70
5 17-Pentatriacontene 491 C35H70 006971-40-0 62

Abundance Scan 2571 (17.209 min): BF122428.D\data.ms (-2564) (- m/z 57.10 100.00%
57.1

e —
‘ 207.1 17.00 17.50
‘ i \‘w“\ hm‘\\‘\h‘m‘w‘\‘\“ 282.1

‘ L e e M/z 83.85  83.24%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57
111.0

0
5000 — —

5000

=

o

17.00 17.50
m/z 97.05 79.86%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 .beta.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.603 4.59 ng 393680 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 96
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 90
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 35
4 N-(3-Chloro-4-fluoro-phenyl)-2-(... 329 C14H10C12FNOS 1000295-12-7 20
5 Stigmastan-3-en-6-0l 414 C29H500 1000214-19-7 10

Abundance Scan 2638 (17.603 min): BF122428.D\data.ms (-2631) (- m/z 43.05 100.00%
3.0

9.

105.1

-

5000
17.50 18.00
- m/z 55.00  69.85%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000 — —

17.50 18.00
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0 s ]
0 T
m/z-->
Abundance
43.0

17.50 18.00
5000 95.0 m/z 145.00  60.47%

145.0 414.(

213.0 303.0
0 257.0 354.0
e B T =
m/z--> 0 50 100 150 200 250 300 350 400 ™

Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- MM ‘ HLL
43.0 17.50 18.00

m/z 107.10  56.89%

- NWJWMMNWW/\WMpMMWMWN
368.0
414 (
0 m m JEU‘L H‘\ \M\ m ‘h MI o .1‘? 0 L \271\5'0\ \
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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 unknownl8.639 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.639 2.16 ng 185609 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 38
2 Testosterone 288 C19H2802 000058-22-0 30
3 Atropine 289 C17H23NO3 000051-55-8 27
4 3-(3-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 300726-64-1 25
5 5-Heptylresorcinol 208 C13H2002 000500-67-4 25
Abundance Scan 2814 (18.639 min): BF122428.D\data.ms (-2808) (- m/z 124.10 100.00%
124.1
229.1
5000 43.0
289.3 412.; AT (0 P
175.0 ‘ ‘ ‘ 18.4018.6018.80
0 LA “” Ll lsss1 1 0000005 s3.88%
miz--> 50 100 150 200 250 300 350 400
Abundance #134675: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17
124.0
I
5000 LI L L DL
288.0 18.4018.60 18.80
m/z 43.05 45.00%
17 W
[ pmm—— ‘H‘ ‘M H‘ HM‘H \h\“‘m‘”\‘ ‘h\‘\‘“‘\ P 1L “ e
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
R mmmE
18.4018.6018.80
m/z 55.05 43.48%
5000 790 288.0
203.0
0L b A AT bl e b L L
miz--> 50 100 150 200 250 300 350 400
Abundance #135266: Atropine O BREmE T
124.0 18.4018.6018.80
m/z 41.05 34.97%
5000
289.0
42.0 H
ol il Jqmeroza0
m/z--> 50 100 150 200 250 300 350 400 18.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112120\
Data File : BF122428.D

Acqg On : 21 Nov 2020 19:11

Operator : JU/CG

Sample : L4838-02 :
Misc : KENS-B2-111920-0-2

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.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... 2.163 8.1 ng 518098 1 6.863 1284730 20.0
2-Pentanone, 4-... 5.081 14.0 ng 900597 1 6.863 1284730 20.0
Ethanol, 2-(2-e... 6.686 4.0 ng 256801 1 6.863 1284730 20.0
2,4,7,9-Tetrame... 9.345 4.3 ng 397106 3 9.904 1858490 20.0
n-Hexadecanoic ... 11.927 10.1 ng 1029880 4 11.392 2035330 20.0
Octadecanoic acid 12.721 35.9 ng 3704010 5 14.039 2061510 20.0
5-Eicosene, (E)- 13.886 10.5 ng 1077810 5 14.039 2061510 20.0
1-Heneicosanol 14.521 8.3 ng 851792 5 14.039 2061510 20.0
Hexacosane 15.174 4.2 ng 359534 6 15.515 1715630 20.0
Behenic alcohol 15.198 3.1 ng 265210 6 15.515 1715630 20.0
Oxirane, hexade... 15.762 2.4 ng 207696 6 15.515 1715630 20.0
Eicosane 16.003 5.1 ng 438774 6 15.515 1715630 20.0
Cyclohexane, 1,... 16.051 9.0 ng 773670 6 15.515 1715630 20.0
1,19-Eicosadiene 16.809 2.9 ng 244117 6 15.515 1715630 20.0
1-Heptacosanol 17.209 4.0 ng 346643 6 15.515 1715630 20.0
.beta.-Sitosterol 17.603 4.6 ng 393680 6 15.515 1715630 20.0
unknown18.639 18.639 2.2 ng 185609 6 15.515 1715630 20.0
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