LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc :

ALS vial : 4 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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@9231.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.246 209 214 232 rVB 159375 291875 2.75% 0.658%
2 5.363 398 404 426 rBvV 661131 1337565 12.60% 3.017%
3 6.969 671 677 695 rBV = 352837 877040 8.26% 1.978%
4 7.316 730 736 741 rBV 90453 150189 1.41% 0.339%
5 7.369 741 745 753 rVB 91718 149699 1.41% 0.338%
6 7.557 770 777 789 rBV 132317 268052 2.52% 0.605%
7 7.763 805 812 818 rBV 300455 537774 5.06% 1.213%
8 7.828 818 823 840 rVB 136674 271629 2.56% 0.613%
9 8.928 1003 1010 1034 rBV 867713 1753888 16.52% 3.956%
10 10.557 1280 1287 1303 rBV 383289 765127 7.21% 1.726%

11 12.763 1653 1662 1676 rVB 115563 227612 2.14%
12 13.028 1698 1707 1726 rBV 3174949 5324816 50.15% 12.
13 13.263 1738 1747 1762 rBV 655321 1122864 10.57%
14 14.410 1935 1942 1952 rBV 741581 1211938 11.41%
15 15.233 2074 2082 2090 rVB 134668 218715 2.06%
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w
R

16 15.780 2169 2175 2185 rBV2 151177 297791 2.80%
17 15.916 2191 2198 2213 rBV 2498419 4387969 41.33%
18 17.174 2405 2412 2425 rBV 950505 1577455 14.86%
19 17.833 2519 2524 2530 rBV2 171601 220882 2.08%
20 18.074 2559 2565 2588 rBV 1919808 3424844 32.25%
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R

21 19.192 2747 2755 2766 rBV7 110558 399515 3.76%
22 19.304 2769 2774 2797 rVVW 1214637 2281742 21.49% 5.147%
23 19.733 2841 2847 2859 rBV 8318006 10618103 100.00% 23.952%

o
O
[
e
oL

24 20.968 3054 3057 3066 rBV2 156314 226736  2.14% ©.511%
25 21.045 3067 3070 3076 rVV 92658 119789 1.13% ©.270%

26 21.168 3088 3091 3096 rVB 219335 232891 2.19%
27 21.268 3104 3108 3117 rBV 1646103 2245255 21.15%
28 22.486 3311 3315 3322 rVB 546091 839491  7.91%
29 23.651 3507 3513 3527 rVB2 1329859 2948966 27.77%
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Sum of corrected areas: 44330212
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Feb 2022 13:13
: CG/JU
¢ N1599-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
BP009231.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP009231.D\data.ms

8.928

6.969 7. 10.557
4246 I 9 s T8 L A

5.363

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP009231.D\data.ms
19.733

13.028

0
Time-->
Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP009231.D\data.ms

21.268 23.651

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Cyclopentanone

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.246 10.85 ng 291875 1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 3-Hexene, (Z)- 84 C6H12 007642-09-3 53
3 2-Amino-oxazole 84 C3H4N20 004570-45-0 53
4 2(5H)-Furanone 84 C4H402 000497-23-4 50
5 2H-Pyran, 3,4-dihydro- 84 C5H80 000110-87-2 45
Abundance Scan 214 (4.246 min): BP009231.D\data.ms (-209) (-) m/z 55.00 100.00%
55.0
5000 /\
R e RREERENEES
l 4.00 4.20 4.40 4.60
Ol [219L 2149 283.1 3551 427.1 4983 m/z 83.95 53.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1584: Cyclopentanone
53.0
5000 L B B I LN L
4.00 4.20 4.40 4.60
“ m/z 41.00 34.13%
0‘\\\‘T‘f\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1649: 3-Hexene, (2)-
55.0
R
4.00 4.20 4.40 4.60
5000 m/z 56.00 30.32%
OH"“,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1506: 2-Amino-oxazole =T T
84.0 4.00 4.20 4.40 4.60
m/z 39.00 18.50%
0""“‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP020722.M Tue Feb 22 15:25:56 2022

4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

7316 s.song 150189 1,4-Dichlorobenzene-dd  7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603

2 1-Propanol, 2,2'-oxybis- 134 C6H1403
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403
4 Dipropylene glycol (isomer 3) 134 C6H1403

5 Ethyl 2-(2-(2-methoxyethoxy)etho... 206 C9H1805

Abundance Scan 736 (7.316 min): BP009231.D\data.ms (-730) (-)
59.0

5000

} | ’ 1134.9193.0 2949  400.7 468.1 535.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-

o

020324-32-7 90
000108-61-2 50
000106-62-7 50
1000506-25-5 50
1000366-89-0 40

m/z 58.95 100.00%

B

7.00 7.20 7.40 7.60
m/z 45.00  48.33%

-

59.0
5000 L L R R B R
7.00 7.20 7.40 7.60
m/z 102.95 42.05%
O \IJI\‘IW 170
‘\\\f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17307: 1-Propanol, 2,2'-oxybis-
59.0
T
7.00 7.20 7.40 7.60
5000 m/z 73.00 35.89%
oﬁ‘l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)- e AABEERREaEEmes S
59.0 7.00 7.20 7.40 7.60
m/z 41.00 24.87%
OJh'

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP020722.M Tue Feb 22 15:25:57 2022

7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethyl 2,5,8,11,14,17-hexaox... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

7369 ss7ng 149699  1,4-Dichlorobenzene-da  7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603
2 Ethyl 2,5,8,11,14,17-hexaoxanona... 338 C15H3008

3 1-Propanol, 2,2'-oxybis- 134 C6H1403
4 Dipropylene glycol (isomer 3) 134 C6H1403
5 Dipropylene glycol (isomer 2) 134 C6H1403

Abundance Scan 745 (7.369 min): BP009231.D\data.ms (-741) (-)
59.0

5000

J i, 147.2208.9 2809  388.2 461.9 548.

‘\\\\l‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #26722: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0

o

5000

o

[T \H‘H.H‘HH‘\\H‘\H\‘\H\‘\H\‘H\\‘H\\‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245512: Ethyl 2,5,8,11,14,17-hexaoxanonadecan-19-oa

o

020324-32-7 83

1000366-80-6 56

000108-61-2 53
1000506-25-5 53
1000506-25-4 53

m/z 59.00 100.00%

o

7.00 7.20 7.40 7.60
m/z 45.00 46.20%

=

7.00 7.20 7.40 7.60
m/z 103.00  41.46%

59.0
A REEEEE
131.0 7.00 7.20 7.40 7.60
5000 ITI/Z 73.00 32.90%
ST RO Y S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17307: 1-Propanol, 2,2"-oxybis- e AAREERasREES S
59.0 7.00 7.20 7.40 7.60
m/z 41.00  23.58%
0 J‘ \h‘ I ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 2-Propanol, 1-(2-methoxypro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

7557 9.97ng 268052 1,4-Dichlorobenzene-dd  7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603

3 Butane, 2-methoxy- 88 C5H120
4 1-(1-Methoxypropan-2-yloxy)propa... 190 C9H1804
5 Butane, 1-ethoxy- 102 C6H140

Abundance Scan 777 (7.557 min): BP009231.D\data.ms (-770) (-)

020324-32-7 83
013429-07-7 83
006795-87-5 40
1000367-08-6 40
000628-81-9 39

m/z 58.95 100.00%

59.0
5000
e RARamaamasaass
‘ 7.20 7.40 7.60 7.80
ol i), 120.9 2211 205.1356.74162  B198 ./, 45.00  13.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #26721: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 IR AL B B R I
7.20 7.40 7.60 7.80
m/z 73.00 11.53%
O ‘\\‘U‘M“\1\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26715: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
T e T
7.20 7.40 7.60 7.80
5000 ITI/Z 43.00 11.42%
0 ‘\”W“ML\‘H\;M\\w\\H‘\H\‘H\\M\\wwwu‘\uw‘uwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2369: Butane, 2-methoxy- A e EAaRRTE
59.0 7.20 7.40 7.60 7.80
m/z 41.00 9.53%
) M
0 _HM‘““"lwm_m_m_m_m_Mwwww i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80

8270E-BP020722.M Tue Feb 22 15:25:59 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Hexanol, 2-ethyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

7.828 10.10 ng 271629 1,4-Dichlorobenzene-d4 7.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 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 2-Decene, 5-methyl-, (Z)- 154 C11H22 074645-86-6 47

Abundance Scan 823 (7.828 min): BP009231.D\data.ms (-818) (-)
57.0

m/z 57.00 100.00%

;::::::::::;>

5000
ST T T T T
\ } , 7.60 7.80 8.00 8.20
o ddil1221 2069 28113437 4292 4996 ./, 41.00  35.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L B I L LI LN B
7.60 7.80 8.00 8.20
m/z 43.00 29.77%
O‘\\”\‘L"\J[\‘}\H\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92373: Heptane, 1,1'-oxybis-
57.0
R RRRREREE
7.60 7.80 8.00 8.20
5000 m/z 55.00 25.87%
0 | 117.0
R L R RN R RRRSEREEER
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15686: 2-Propyl-1-pentanol R ARA S EE R
57.0 7.60 7.80 8.00 8.20
m/z 82.95 23.16%
o“,“'*

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP020722.M Tue Feb 22 15:26:00 2022

7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.763  3.76ng 227612 Acenaphthene-d1o 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trinethyl-1,3-pentanediol ... 286 C16H3604 006846-50-0 72

2 Butanoic acid, 1-methyloctyl ester 214 C13H2602
3 Butanoic acid, 1-methylpropyl ester 144 C8H1602
4 Isophytol 296 C20H400
5 Butyric acid, 3-tetradecyl ester 284 C18H3602

Abundance Scan 1662 (12.763 min): BP009231.D\data.ms (-1653) (-

069727-42-0 47
000819-97-6 42
000505-32-8 38
1000280-57-1 38

m/z 71.00 100.00%

71.0
5000
— —
» H 143.1 12.50 13.00
ow_ "_‘m_‘*?‘97“9?95‘93‘2“?‘?”49‘3?‘W“"5‘1‘5“0‘_ m/z 43.05 63.94%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #181458: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000 P T
12.50 13.00
m/z 83.05 31.08%
\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #92141: Butanoic acid, 1-methyloctyl ester
71.0
s -
12.50 13.00
5000 ITI/Z 56.00 26.01%
OHMH,,
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #24209: Butanoic acid, 1-methylpropyl ester — =T
71.0 12.50 13.00
m/z 41.05 21.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP020722.M Tue Feb 22 15:26:01 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP©©9231.D

Acqg On : 21 Feb 2022 13:13

Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Phenol, 4-(1,1-dimethylprop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.263 18.53 ng 1122860  Acenaphthene-d10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 86
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 86
4 Imidazo[1,2-c]pyrimidin-5-o0l 135 C6H5N30 055662-66-3 64

5 4,6-Bis(4-ethoxybenzylthio)-5-ni... 457

C22H23N304S2

325957-76-4 64

Abundance Scan 1747 (13.263 min): BP009231.D\data.ms (-1738) (-

m/z 135.00 100.00%

135.0 /\‘
‘ —

5000
*
77.0 13.00 13.50
bbb lda Ly | 207.0266.9 35994180 488.6547. /7 197.00  39.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 — ——
13.00 13.50
m/z 136.00 10.36%
77.0
Ol‘-\s\.pl\l““W\TLHH‘“M‘r‘\“HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27479: Phenol, m-tert-butyl-
135.0
—— —
13.00 13.50
5000 ITI/Z 95.00 9.41%
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl- — P
135.0 13.00 13.50
m/z 164.05 9.17%
5000 /\\
77. l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

8270E-BP020722.M Tue Feb 22 15:26:02 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Cyclopentaneacetic acid, 3-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.780 4.91 ng 297791  Acenaphthene-die 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 89
2 Isocitronellol 156 C10H200 018479-52-2 47
3 1,7-Octadiene, 2,3,3-trimethyl- 152 C11H20 1000150-47-7 38
4 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 38
5 But-2-enoylamide, 3-methyl-N-(2-... 329 C22H35NO 1000451-25-7 37

Abundance Scan 2175 (15.780 min): BP009231.D\data.ms (-2169) (- m/z 83.00 100.00%

83.0
5000
153.0
== =
}‘ ‘ 26,2 15.50 16.00
O bbbl 2202 341040104608 5295/, g3.95  35.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 — —
156.0 15.50 16.00
m/z 153.00 32.80%
O]‘-\S\.\pghﬂl"\“\‘iJw\"““J\'\'\‘\ “l\\\\‘z\z\?.\?\\H‘H\\‘H\\‘H\\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32870: Isocitronello
83.0
— —
15.50 16.00
5000 ITI/Z 156.10 26.72%
156.0
o"‘“““‘Mhu“‘Hm‘hH‘w‘HHWH_m,w,w,w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29503: 1,7-Octadiene, 2,3,3-trimethyl- — S
83.0 15.50 16.00
m/z 82.00 24.26%
) MJ/UL
0241_,%}\\),;52.0‘” e L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.833 2.80 ng 220882  Phenanthrene-di10 17.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 64
3 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 42
5 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 42

Abundance Scan 2524 (17.833 min): BP009231.D\data.ms (-2519) (- m/z 205.10 100.00%

205.1
57.0
5000
- —
15.0 61 17.50 18.00
0l 342.9 4151 48895491 n/z s57.05  72.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-

57.0
205.0
5000 — -
17.50 18.00
m/z 217.10 61.37%
35.0
0 ’l\‘mf‘uuw‘“ﬂn‘\ 276.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4
43.0 205.0

= P
17.50 18.00

5000 m/z 175.05 54.49%

121.0

N

o

L “ﬂ‘.\u U“l mlI \m. J l

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl) P Pty
205.0 17.50 18.00
m/z 189.10 45.14%

5000

430 1830

N

0 J\ kg by |‘ul b L

3 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP020722.M Tue Feb 22 15:26:03 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 n-Hexadecanoic acid

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.074 43.42 ng 3424840  Phenanthrene-d10 17.174
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 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83

Abundance Scan 2565 (18.074 min): BP009231.D\data.ms (-2559) (-

3

5000
213.2

0ok H\ ‘IJ £ H \ £810 357.1415.0475.1534.8

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
”H 213.0
O‘\\\\““\\"\“\“\\‘\1!\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000
185.0

HHIJ.\“ L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o
—
o

o

m/z 73.00 100.00%

%

18.00
m/z 60.00 78.07%

——

18.00
m/z 43.05 72.70%

R

18.00
m/z 57.00 61.67%

o

Abundance #92069: Tridecanoic acid
73.0 18.00
m/z 55.00 58.98%
5000
171.0
0 = } lf’\ I ‘I}H‘m\ ‘\J\ L M | \ =

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP020722.M Tue Feb 22 15:26:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Oleic Acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.192 5.07 ng 399515 Phenanthrene-d10 17.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 90
3 Oleyl alcohol, chlorodifluoroace... 380 C20H35C1F202 1000447-47-7 90
4 n-Propyl 11-octadecenoate 324 C21H4002 1000336-71-7 87
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 83

Abundance Scan 2755 (19.192 min): BP009231.D\data.ms (-2747) (- m/z 55.00 100.00%

55.0
5000
‘ T 1 202.0 264 1 ‘19_‘00‘ ‘19.‘50‘
ol M b sy Ly 34184310 5048 o eo 0 72.c0%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid
58.0
5000 —— —
19.00 19.50
m/z 41.00 69.72%
’ 264.0
O‘\\f‘f“ 1’\\“‘\“1'““‘I\I\\H\. \}‘\‘\‘ L \l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid
55.0
T o
19.00 19.50
5000 ITI/Z 67.00 59.09%
264.0
oh ik ”l”u‘mw.%o.,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287527: Oleyl alcohol, chlorodifluoroacetate — T
55.0 19.00 19.50
m/z 83.05 58.48%
5000 i
380.0
oh.19402670 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP020722.M Tue Feb 22 15:26:05 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Octadecanoic acid

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.304 20.32 ng 2281740  Chrysene-d12 21.268
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 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2774 (19.304 min): BP009231.D\data.ms (-2769) (-

3

5000
241.2

H 1711
0 il ‘,Hmm 355.1417.1 4873545
o Bl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179091: Octadecanoic acid
43.0
5000 129.0
" 284.0
O‘\\"\ “ \’\IJH\“\“\\\\‘J\\\\“rl\‘\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #126203: Pentadecanoic acid
73.0
5000
143.0 242.0
0(\ “"\AMM\HH ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

m/z 73.00 100.00%

:

19.00 19.50
m/z 43.05 81.99%

°

=

19.00 19.50
m/z 60.00 77.40%

°

.

\
19.00 19.50
m/z 57.05 69.35%

o

:

°

Abundance #109281: Tetradecanoic acid
73.0 19.00 19.50
m/z 55.00 64.60%
5000
L 228.0
oLl el )

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP020722.M Tue Feb 22 15:26:06 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Cyclopentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.968 2.02 ng 226736  Chrysene-di12 21.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 98
2 Cyclotetracosane 336 C24H48 000297-03-0 97
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91

Abundance Scan 3057 (20.968 min): BP009231.D\data.ms (-3054) (- m/z 57.00 100.00%
57.0

[T o
182.0 28103410 : :
0H\‘“u‘mJ'wiu‘}‘\"\“‘"w‘\\‘u‘mm‘m‘\‘mu‘\\379?(\2\45‘9(9\‘”5\4?(‘ m/z 43.05 83.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 T
21.00
m/z 83.05 77.80%
U2 =0
0\\‘\ ‘J\'W‘W\‘\‘T\\‘\\‘!“\\\‘\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
——
21.00
5000 336.0 ITI/Z 55.00 69.52%
153.0
sl 0mo0 00 | w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)- T
55.0 21.00
m/z 97.05 67.04%
L1800 2520
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP020722.M Tue Feb 22 15:26:07 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Supraene

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.486 5.69 ng 839491  Perylene-di2 23.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 (2E,6E,10E)-3,7,11,15-Tetramethy... 318 C21H3402 125456-63-5 72
3 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C1l6H26 062235-06-7 72
4 Trifluoroacetyl-lavandulol 250 C12H17F302 028673-24-7 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64

Abundance Scan 3315 (22.486 min): BP009231.D\data.ms (-3311) (-

m/z 69.00 100.00%

69.0
5000
T
| [ 203.1 22.50
obritbtd s M L2057 28203411 A17.2 49125470  n/z 81.00 50.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 T T
22.50
m/z 41.05 21.06%
137.0
bt bdd g | | 203.0 273.0 341.0 410.0
\WT‘\ \\‘\\\\‘!!\!‘\WT\‘1\\\‘\\1\‘\\\\‘!\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222640: (2E,6E,10E)-3,7,11,15-Tetramethylhexadeca-2
69.0
—
22.50
5000 ITI/Z 95.00 13.78%
\1360
obtbbipbly 2000 smo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96898: (3E,7E)-4,8,12-Trimethyltrideca-1,3,7,11-tetraen T
69.0 22.50
m/z 137.05 11.88%
5000
\ \\1370 203.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

8270E-BP020722.M Tue Feb 22 15:26:08 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022122\
Data File : BP0@9231.D

Acqg On : 21 Feb 2022 13:13
Operator : CG/JU

Sample : N1599-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclopentanone 4.246 10.9 ng 291875 1 7.763 537774 20.0
2-Propanol, 1-(... 7.316 5.6 ng 150189 1 7.763 537774 20.0
Ethyl 2,5,8,11,... 7.369 5.6 ng 149699 1 7.763 537774 20.0
2-Propanol, 1-(... 7.557 10.0 ng 268052 1 7.763 537774 20.0
1-Hexanol, 2-et... 7.828 10.1 ng 271629 1 7.763 537774 20.0
2,2,4-Trimethyl... 12.763 3.8 ng 227612 3 14.410 1211940 20.0
Phenol, 4-(1,1-... 13.263 18.5 ng 1122860 3 14.410 1211940 20.0
Cyclopentaneace... 15.780 4.9 ng 297791 3 14.410 1211940 20.0
7,9-Di-tert-but... 17.833 2.8 ng 220882 4 17.174 1577460 20.0
n-Hexadecanoic ... 18.074 43.4 ng 3424840 4 17.174 1577460 20.0
Oleic Acid 19.192 5.1 ng 399515 4 17.174 1577460 20.0
Octadecanoic acid 19.304 20.3 ng 2281740 5 21.268 2245260 20.0
Cyclopentadecane 20.968 2.0 ng 226736 5 21.268 2245260 20.0
Supraene 22.486 5.7 ng 839491 6 23.651 2948970 20.0
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