LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acqg On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc :

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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129697.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.357 347 352 363 rBV 960855 1150350 18.15% 2.459%
2 5.063 469 472 483 rBV 376632 432788 6.83% 0.925%
3 5.481 540 543 559 rVB 2639557 2435810 38.42% 5.207%
4 5.722 580 584 593 rBV 79965 93278 1.47%  0.199%
5 6.139 651 655 669 rBV 511263 494993 7.81% 1.058%
6 6.492 711 715 723 rVB 1599441 1585542 25.01% 3.389%
7 6.834 769 773 777 rBV 1328878 1097336 17.31%  2.346%
8 6.898 781 784 796 rVWW 142731 234237 3.69% 0.501%
9 6.986 796 799 807 rVB 40231 72547 1.14% 0.155%
106 7.228 832 840 853 rvB3 132168 250326  3.95% ©.535%
11 7.404 860 870 873 rBV 3023465 3361048 53.02% 7.185%
12 7.475 879 882 886 rBvV 79529 108504 1.71% 0.232%
13 7.516 886 889 895 rVB2 62289 78110 1.23% 0.167%
14 7.651 906 912 919 rBV 259824 240052 3.79% 0.513%
15 7.886 944 952 955 rBvV2 221081 326929 5.16% 0.699%
16 8.028 971 976 982 rBV3 91311 131203 2.07% 0.280%
17 8.116 987 991 995 rBV 1588618 1546805 24.40% 3.306%
18 8.281 1016 1019 1026 rBV 89182 129160 2.04% 0.276%
19 8.433 1041 1045 1050 rBV 83147 113144 1.78% 0.242%
20 8.480 1050 1053 1059 rVV3 211791 272094 4.29% 0.582%
21  8.551 1062 1065 1072 rVB 136057 179187 2.83% 0.383%
22 9.069 1150 1153 1158 rBV 108579 172211 2.72% 0.368%
23 9.198 1166 1175 1178 rBV 6097971 6339357 100.00% 13.551%
24  9.304 1187 1193 1204 rVB 2446703 2147870 33.88% 4.591%
25 9.875 1283 1290 1293 rBV 2071458 1798878 28.38% 3.845%
26 10.180 1338 1342 1345 rBV2 97241 108866 1.72% 0.233%
27 10.286 1358 1360 1365 rVB 127755 101839 1.61% 0.218%
28 10.498 1393 1396 1402 rVB 141633 147483  2.33% 0.315%
29 10.574 1406 1409 1412 rBV 142004 117482 1.85% 0.251%
30 10.674 1420 1426 1429 rBV 4033281 3644276 57.49% 7.790%
31 10.992 1463 1480 1484 rBV7 201853 865625 13.65% 1.850%
32 11.369 1540 1544 1547 rVB 1757658 1672155 26.38% 3.574%
33 11.427 1551 1554 1565 rVB9 92634 151960 2.40% 0.325%
34 11.557 1567 1576 1579 rBV6 100421 287372 4.53% 0.614%
35 11.739 1605 1607 1613 rVB 286078 269956 4.26% ©.577%
36 12.145 1672 1676 1680 rBV3 63788 90288 1.42%  0.193%
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\

Data File : BF129697.D

Acqg On : 10 Aug 2022 16:05

Operator : CG\JU

Sample : N3972-08

Misc

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

LSC Area Percent Report

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.957 1809 1814 1817 rVB 5561954 5115425 80.69% 10.935%
38 14.015 1990 1994 1997 rBV 966462 923709 14.57% 1.975%
39 14.104 2004 2009 2014 rBV 246976 284855 4.49%  0.609%
40 14.751 2116 2119 2123 rBV 83811 79375 1.25% 0.170%

41 15.486 2239 2244 2250 rVB 745407 922666 14.55% 1.972%
42 15.833 2289 2303 2312 rBV5 719216 3696380 58.31% 7.901%
43 15.980 2317 2328 2329 rBV 1390075 3510129 55.37% 7.503%

Sum of corrected areas: 46781600
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05

Operator : CG\JU

Sample : N3972-08

Misc

ALS vial : 9

Quant Method :
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier:

1

: C:\Database\NIST20.L

LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

o

4.357

TIC: BF129697.D\data.ms

5.481

5.063

Time-->

I
3.60 3.8

4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600620 640660680 7.00 7.20 7.40 7.60

5.722

6.492

6 7.228

7.404

g8e

Abundance
6000000

5000000

4000000

3000000

2000000

8.116

1000000

9.06

9.198

9.304

9.875

TIC: BF129697.D\data.ms

10.674

10.992

11.369

12.957

Time--> 8.00

850

Rk 8%‘302 8. 2&184 §951

5
9.00

T
9.50

10.00

101388601097
e

10.50 11.00

142557
11.50

T
12.00

\
12.50

739
s
—— S —

_
13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

14.015

.104

14.751

15.486

TIC: BF129697.D\data.ms

15.980

15.83

0 ‘ T T T
13.50

Time-->

T ‘ T
14.00

T ‘ T
14.50

T ‘ T
15.00

T ‘ T
15.50

T ‘ T T ‘ T
16.00 16.50

T ‘ T
17.00

T ‘ T
17.50

T ‘ T
18.00

T ‘ T
18.50

8270-BF072522.M Thu Aug 11 16:51:05 2022

Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05

Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Cyclopentanone Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
4.357 20.97 ng 1150350  1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentanone 84 C5H80 000120-92-3 91
2 3-Hexene, (Z)- 84 C6H12 007642-09-3 59
3 2-Hexene 84 C6H12 000592-43-8 59
4 2-Hexene, (E)- 84 C6H12 004050-45-7 59
5 2(5H)-Furanone 84 C4H402 000497-23-4 52
Abundance Scan 352 (4.357 min): BF129697.D\data.ms (-347) (-) m/z 54.95 100.00%
55.0
5000 84.1
41.0
T T
‘ ‘ 4.00 4.20 4.40 4.60
O et el 890 L m/z 84.10  48.89%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1584: Cyclopentanone
55.0
28.0
5000 41.0
T T
84.0 4.00 4.20 4.40 4.60
m/z 41.05 36.47%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1649: 3-Hexene, (2)-
55.0
T
41.0 4.00 4.20 4.40 4.60
m/z 56.05 31.147%
5000 84.0
69.0
27.0 ‘ ‘
o150 Ll
m/z--> 10 20 30 50 60 70 80 90
Abundance #1638: 2-Hexene T
55.0 4.00 4.20 4.40 4.60
m/z 39.10 17.87%
42.0
5000 84.0
29.0 69.0
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Propanol, 1-(1-methyletho... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.063 7.89 ng 432788  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 64
2 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 64
3 Ethanol, 2-(1-methylethoxy)- 104 C5H1202 000109-59-1 59
4 Diethyl carbitol 162 C8H1803 000112-36-7 59
5 Butane, 2-ethoxy- 102 C6H140 002679-87-0 47
Abundance Scan 472 (5.063 min): BF129697.D\data.ms (-469) (-) m/z 43.05 100.00%
43.0 r‘
5000
59.0 73.0
| “ 101.0 4.80 5.00 5.20 5.40
OFrrprrrrprrrr et e e e m/z 45.05 84.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0
5000
59.0 4.80 5.00 5.20 5.40
310 730 m/z 59.00  39.09%
O f87-’01’03.0’
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10041: 2-Propanol, 1-propoxy-
45.0
 EAEEEaREE T
4.80 5.00 5.20 5.40
5000 730 m/z 73.05 35.08%
59.0
31.0
oL 150 |l )|y 89010301170
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5407: Ethanol, 2-(1-methylethoxy)- AR
43.0 4.80 5.00 5.20 5.40
m/z 41.05 28.06%
5000
27.7 500 o0 890
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-Propanol, 1-butoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.139 9.02 ng 494993 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 90
2 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 59
3 Hexane, 1,2,3-trimethoxy- 176 C9H2003 020637-29-0 50
4 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 50
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 42
Abundance Scan 655 (6.139 min): BF129697.D\data.ms (-651) (-) m/z 57.05 100.00%
57.0 q
5000 87.1
39 5.80 6.00 6.20 6.40
bl Ml AL mjz 45.10 99.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000
87.0 5.80 6.00 6.20 6.40

m/z 41.05 46.05%

27 ?
\\\’\“\\“M T “\6?.9\‘\“1‘\\’\\]-\1\7‘.0\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10077: 1-Propanol, 2-(1-methylethoxy)-
45.0

5.80 6.00 6.20 6.40

o

5000 m/z 87.10 41.85%
87.0
i 69.0
bttt b 0 e
m/z--> 20 40 60 80 100 120 140 160
Abundance #51501: Hexane, 1,2,3-trimethoxy- R ARamamsERE ST,
45.0 5.80 6.00 6.20 6.40

m/z 56.10  34.13%

5000 87.0

0 1 LI670 | 11201310 1610
e LOTOL 11201800 1e10 [

m/z--> 20 40 60 80 100 120 140 160 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.898 4.27 ng 234237  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Butoxy-2-ethylhexane 186 C12H260 062625-25-6 74
3 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 53
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
5 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H2202 002461-15-6 50

Abundance Scan 784 (6.898 min): BF129697.D\data.ms (-781) (-) m/z 57.05 100.00%

57.0

-

5000
83.1
H ‘ ‘ 1121 6.60 6.80 7.00 7.20
ob—38L b L e m/z 41.10  35.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LI L B I B R
6.60 6.80 7.00 7.20
29.0 83.0 m/z 43.05 32.54%
\\\ I H \‘ ‘\ | 112.0
0 ‘\M\‘H\‘\“H‘\\“HH‘H}\‘HH’HH‘HH’\H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61067: 1-Butoxy-2-ethylhexane
57.0
R RRREEEE Ry S
6.60 6.80 7.00 7.20
5000 m/z 55.05 25.64%
29.0
‘ ‘ 83. 112.0
O . K NS -
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #127949: Oxalic acid, isobutyl heptyl ester R T
57.0 6.60 6.80 7.00 7.20
m/z 56.05 20.67%
5000
29.0
| 98.0 143.0
0 ‘W"\;‘NHMJM““Hu“‘“H“,u“w““,“
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Heptanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.228 4.56 ng 250326  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 80
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 52
4 Octanoic acid 144 C8H1602 000124-07-2 50
5 Pentanoic acid 102 C5H1002 000109-52-4 49
Abundance Scan 840 (7.228 min): BF129697.D\data.ms (-832) (-) m/z 59.95 100.00%
60.0
5000 41.0
87.0 F SR AU NS
101.0 7.00 7.20 7.40 7.60
O breprrreprrreprritibbepdll ot L 1231 m/z 73.00 53.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15392: Heptanoic acid
60.0
5000 J\J\\TH‘HH’HH‘HH‘\H
410 7.00 7.20 7.40 7.60
70 87.0 m/z 41.05 39.97%
O TTT ‘ TTTT ‘ TT \H‘ TTT \‘i \‘ \‘f T ‘ ‘\ TT HU\ 1 T ‘ \w \‘\ ‘ T \]\-F)“J\-;\O\J‘-\]-\S\.\(‘)\;\S\elg\ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9149: Hexanoic acid
60.0
R RRREEE T
7.00 7.20 7.40 7.60
5000 m/z 43.05 38.86%
41.0
27.0 ‘ 87.0
0m“H“H“;‘WHMHHm‘“w‘uu‘{‘l‘“mmm‘mwu‘Wm‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4825 Butanoic acid, 3-methyl- R ARRREaEEe
60.0 7.00 7.20 7.40 7.60
m/z 55.05 35.46%
5000
41.0
27.0 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Octanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.886 4.23 ng 326929 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 83
2 Hexanoic acid 116 C6H1202 000142-62-1 52
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50
4 Pentanoic acid 102 C5H1002 000109-52-4 46
5 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 43
Abundance Scan 952 (7.886 min): BF129697.D\data.ms (-944) (-) m/z 60.00 100.00%
60.0
- Ajm\mm
101.1 s
I “ H ‘ 7.60 7.80 8.00 8.20
ol UL m/z 73.00  68.11%
m/z--> 50 100 150 200 250 300 350
Abundance #24056: Octanoic acid
60.0
5000 L L B B L L B R
7.60 7.80 8.00 8.20
101.0 m/z 43.10 48.15%
Olwsw(ﬂ\ LH“‘“ “\‘\“H‘\ \‘\]\_4\4‘9 L B
miz--> 50 100 150 200 250 300 350
Abundance #9146: Hexanoic acid
60.0
T AEaEE R
7.60 7.80 8.00 8.20
5000 m/z 41.05 40.87%
o189l 00
m/z--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt A EEaaa SRR
60.0 7.60 7.80 8.00 8.20
m/z 55.00 36.69%
127.0
) M
ol I MJ AL 2160 2730 330 AWML AN
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Nonanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.480 3.52 ng 272094  Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 n-Decanoic acid 172 C10H2002 000334-48-5 72
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 53
4 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 47
5 Hexanoic acid 116 C6H1202 000142-62-1 47
Abundance Scan 1053 (8.480 min): BF129697.D\data.ms (-1050) (-) m/z 60.00 100.00%
60.0
5000 /L\
115.1 AR AL e
“ “ 8.20 8.40 8.60 8.80
Ol dtdl g || 15801969 m/z 73.e0  79.05%
m/z--> 50 100 150 200 250 300 350
Abundance #35300: Nonanoic acid
60.0
5000 L L B B B
115.0 8.20 8.40 8.60 8.80
m/z 57.10 54.11%
OITS\IQ ‘““ “1“\““\“““ \‘\ L \]-’5§.9\ T ‘ L ‘ T T T ‘ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #46963: n-Decanoic acid
60.0
R ARRRESSE RSt
8.20 8.40 8.60 8.80
5000 m/z 41.10 50.13%
129.0
M ‘ 172.0
ob iy U 0
m/z--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt O AR
60.0 8.20 8.40 8.60 8.80
m/z 43.05 41.91%
127.0
00 \m MM L 260 o730 | 3990 Tl T Lo L
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Phenol, 4-(1,1-dimethylprop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.304 23.88 ng 2147870  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 94
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 86
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 78
4 Hexestrol, O-(n-propyloxycarbonyl)- 356 C22H2804 1000487-65-1 64
5 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 64

Abundance Scan 1193 (9.304 min): BF129697.D\data.ms (-1187) (-) m/z 135.00 100.00%

135.0
5000 107.0
o RRAmEE s e
411 77.0 164.1 9.00 9.20 9.40 9.60
Obrrprrerdietb pbe bbbt e b e 2952 | m/z 107.00 41.16%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
A
5000 T T T T T T T T T T
107.0 9.00 9.20 9.40 9.60
m/z 136.05 10.147%
410 770 164.0
0 \H‘\H\“‘H‘\“\“\“H\‘”‘HH\“H\‘\W\H‘!‘H‘H‘!‘H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #27481: Phenol, p-tert-butyl-
135.0
AR A RRE
9.00 9.20 9.40 9.60
5000 m/z 95.00 10.01%
107.0
410 770 ‘
S TH 0 VAR ———
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #27480: Phenol, m-tert-butyl- o RRRR T e
135.0 9.00 9.20 9.40 9.60
m/z 77.05 8.85%
5000 107.0
41.0 77.0 ‘
SR P | SV 1 — S| SV
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Cyclohexadecane, 1,2-diethyl-  Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.992 10.35 ng 865625 Phenanthrene-d10 11.368
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 51
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 50
3 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 45
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 45
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 45

Abundance Scan 1480 (10.992 min): BF129697.D\data.ms (-1463) (- m/z 57.05 100.00%
57.0
5000 235.2 \%MMNbN//VjMMA\\fX
——
11.00
0b——p m/z 43.10 57.97%
m/z--> 50 100 150 200 250 300
Abundance #173738: Cyclohexadecane, 1,2-diethyl-
43.0
91.0 280.0
5000 T
11.00
m/z 71.10 49.93%
39.0
05 ‘\ ‘\ ‘M\ ‘h\‘ ‘H‘ \“K‘\ ‘h "h T %Bﬂ-\q‘ ?2\3\0\ i“ T \‘ L
miz--> 50 100 150 200 250 300
Abundance #126384: 1-Decanol, 2-hexyl-
57.0
——
11.00
5000 m/z 235.20 49.61%
7.0
J L 390 a0 a0
m/z--> 50 100 150 200 250 300
Abundance #290944: Oxalic acid, isobutyl heptadecyl ester —
57.0 11.00
m/z 55.10 38.50%
5000
97.0
i
ol Al as0  zeo I .
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 1-Dodecanol, 2-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.557 3.44 ng 287372  Phenanthrene-di0 11.368
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 87
2 1-Eicosene 280 C20H40 003452-07-1 83
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 74
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 68
Abundance Scan 1576 (11.557 min): BF129697.D\data.ms (-1567) (-) ' m/z 57.10 100.00%
57.1
5000 W
T \
11.50
0 byl m/z 43.10  79.62%
miz--> 50 100 150 200 250 300
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 ——
97.0 11.50
m/z 71.10 71.82%
39.0
O T \“\‘ ‘\ “‘\ h!‘ \‘H‘\“H‘ \ﬂ“\ ‘“‘ ““\ %8\‘2-\0‘ \22\4\.0\ ‘ \2\8\‘().\()‘ LI
miz—-> 50 100 150 200 250 300
Abundance #173727: 1-Eicosene
43.0
83.0 T
11.50
5000 m/z 83.10 65.91%
25.0 280.0
167.0
oL bl “\\H iRm0
miz--> 50 100 150 200 250 300
Abundance #126381: 1-Decanol, 2-hexyl- T
57.0 11.50
m/z 97.10 50.80%
5000 7.0 W
39.0
59 L LU LIRS om0 2o -
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.739 3.23 ng 269956  Phenanthrene-die 11.368
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 98
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 44
3 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 43
4 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 42
5 Benzenamine, N,N-diethyl-4-(2-ni... 220 C12H16N202 064462-51-7 38
Abundance Scan 1607 (11.739 min): BF129697.D\data.ms (-1605) (- m/z 57.10 100.00%
57.1 205.1
5000
—— —
11.50 12.00
0 m/z 205.10  97.45%
miz--> 50 100 150 200 250
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 e -
175.0 11.50 12.00
91.0 m/z 217.15 53.91%
135.0 261.0
O,
miz—-> 50 100 150 200 250
Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4
43.0 205.0
—— —
11.50 12.00
5000 m/z 55.00 53.61%
163.
91,0 121.0
oLt “‘h iy N “H“h‘u‘ ML‘H \“H‘ L1, ““ I
m/z--> 50 100 150 200 250
Abundance #98414: 1-(3-Amino-4,6-dimethylthieno[2,3-b]pyridin-2-yl e —
205.0 11.50 12.00
m/z 175.10  50.99%
5000
150.0
90 70 s
oL R “u‘ m ‘hm‘ Il ‘Hm“m“ ot ‘\‘ “\ e R ey
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Triphenylphosphine oxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.104 6.17 ng 284855 Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 58
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38

4 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 38
5 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S2 1000268-75-0 33

Abundance Scan 2009 (14.104 min): BF129697.D\data.ms (-2004) (- m/z 277.05 100.00%

277.1
5000
9.0
‘ 115, 1152.1 ‘ H 1400 1450
0,399 | M5t | || 2361 | 3268 ./, 578.10 31.92%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000
l4 00 14 50
77.0 199.0 m/z 199.00  18.83%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ L ““\ T \“\ M T T T ‘ L ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
l4 00 14 50
5000 ITI/Z 183.00 17.68%
o 183.0
oL 20| 1280 \\ \u?zs@‘ B I
m/z--> 5 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 14 OO 14 50
m/z 201.05 17.39%
5000
77.0 183.0
me
0 L | L |

m/z--> 50 100 150 200 250 300 350 14 OO 14 50

8270-BF072522.M Thu Aug 11 16:51:14 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 1-Decanol, 2-hexyl-

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
15.833 80.12 ng 3696380  Perylene-d12 15.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 83
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 83
3 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 76
4 Eicosyl isobutyl ether 354 C24H500 1000406-33-0 74
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 68

Abundance Scan 2303 (15.833 min): BF129697.D\data.ms (-2289) (- m/z 57.10 100.00%
57.1
5000 V\J/\\
11.1
264.3 [ LN
‘ ‘ ‘ H ‘ 542 2222 15.50 16.00
0b— “L‘ ‘h h‘h \“u M\ uN il mh by - I "“ o b “32‘6‘2‘ — ‘4‘0‘0-“‘ m/z 55.10 69.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 — —
15.50 16.00
11.0 m/z 69.10 68.01%
O \“\‘ ‘\““ h‘ \“ T H h h‘ h “\“\ 1\-9\6’ \0\2\3\8 02\8\()\0‘ LU ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
— ——
15.50 16.00
5000 ITI/Z 71.10 66.71%
11.0
oLk L L AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #143665: 1-Hexadecanol, 2-methyl- = —
57.0 15.50 16.00
m/z 83.10 56.30%
5000
11.0
L sseotes0zae0
oHM“uw“‘“uuH,:m‘mwmww_ — —r
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF081022\

Data File : BF129697.D

Acq On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS vial : 9

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 1-Octadecene Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
15.980 76.09 ng 3510130  Perylene-d12 15.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Dodecanol, 2-octyl- 298 (C20H420 005333-42-6 81
2 1-Octadecene 252 C18H36 000112-88-9 80
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 76
4 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 70
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 68

Abundance Scan 2328 (15.980 min): BF129697.D\data.ms (-2317) (- m/z 57.10 100.00%
57.1
5000 J\/\\A
111 285.3 —
} ‘ }F 2272 ( 16.00
0 ‘mﬂuH““M”W b gale Ll 8872 4485 nyz 43.10  56.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 T
16.00
1.0 m/z 71.10  56.58%
O \‘L ‘\‘l“\”\ \“\“‘ \ \hl\ 11‘1[6\7\ \0\ ‘2\2\4\. \0‘ \2\89\?\ TTT ‘ TTTT ‘ TTTT ‘ TT T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138521: 1-Octadecene
57.0
—
16.00
5000 m/z 97.10 43 .47%
111.0
oLl s a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161355: 1-Decanol, 2-octyl- 7
57.0 16.00
m/z 83.10 41.58%
5000
111.0
oLy s z0 L
m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129697.D

Acqg On : 10 Aug 2022 16:05
Operator : CG\JU

Sample : N3972-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 4.357 21.0 ng 1150350 1 6.834 1097340 20.0
2-Propanol, 1-(... 5.063 7.9 ng 432788 1 6.834 1097340 20.0
2-Propanol, 1-b... 6.139 9.0 ng 494993 1 6.834 1097340 20.0
1-Hexanol, 2-et... 6.898 4.3 ng 234237 1 6.834 1097340 20.0
Heptanoic acid 7.228 4.6 ng 250326 1 6.834 1097340 20.0
Octanoic acid 7.886 4.2 ng 326929 2 8.116 1546810 20.0
Nonanoic acid 8.480 3.5 ng 272094 2 8.116 1546810 20.0
Phenol, 4-(1,1-... 9.304 23.9 ng 2147870 3 9.875 1798880 20.0
Cyclohexadecane... 10.992 10.4 ng 865625 4 11.368 1672160 20.0
1-Dodecanol, 2-... 11.557 3.4 ng 287372 4 11.368 1672160 20.0
7,9-Di-tert-but... 11.739 3.2 ng 269956 4 11.368 1672160 20.0
Triphenylphosph... 14.104 6.2 ng 284855 5 14.015 923709 20.0
1-Decanol, 2-he... 15.833 80.1 ng 3696380 6 15.486 922666 20.0
1-Octadecene 15.980 76.1 ng 3510130 6 15.486 922666 20.0
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