LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100364.D

Aca On : 10 Nov 2017 2:00

Operator : SJ/JU

Sample : 16379-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.140 514 519 530 rVB 713023 962683 23.97% 2.723%
2 5.528 579 585 588 rBY 3429120 3838111 95.55% 10.858%
3 6.528 748 755 758 rBVY 3578450 4016761 100.00% 11.363%
4 6.675 774 780 783 rBVY 3716545 3865855 96.24% 10.936%
5 6.904 815 819 822 rBVY 1246140 1032667 25.71% 2.921%
6 7.057 841 845 849 rVB 2945589 2858436 71.16% 8.086%
7 7.463 909 914 917 rBVY 2499414 2515583 62.63% 7.116%
8 8.181 1032 1036 1040 rBVY 1464834 1336088 33.26% 3.780%
9 8.733 1126 1130 1134 rBV 209550 168157 4_.19% 0.476%
10 9.257 1214 1219 1223 rBVY 4075774 3919244 97.57% 11.087%
11 9.645 1283 1285 1289 rVB 110095 81191 2.02% 0.230%

12 9.939 1331 1335 1339 rVB 1618388 1366771 34.03% 3.866%
13 10.651 1451 1456 1459 rBV 745179 594591 14.80% 1.682%
14 10.727 1464 1469 1472 rBV 2399899 2275562 56.65% 6.437%
15 11.421 1582 1587 1590 rBV 1321959 1231869 30.67% 3.485%

16 11.939 1672 1675 1683 rBV 225092 208517 5.19% 0.590%
17 12.633 1790 1793 1798 rBV 60555 61058 1.52% 0.173%
18 12.727 1805 1809 1817 rBV 120510 148448 3.70% 0.420%
19 13.010 1852 1857 1860 rBV 3026152 2743144 68.29% 7.760%
20 13.892 2004 2007 2013 rBV2 152184 153481 3.82% 0.434%

21 14.062 2032 2036 2039 rBV 1079969 979396 24 .38% 2.771%
22 14.527 2112 2115 2119 rBV 51192 57789 1.44% 0.163%
23 15.545 2283 2288 2296 rVB 757635 933885 23.25% 2.642%

Sum of corrected areas: 35349287
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110917\
BF100364.D
10 Nov 2017 2:00

SJ3/J

U

16379-04

22

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
4000000

3000000

2000000

1000000

TIC: BF100364.D

5.

5.14

53

6.58%’

7.06

7.46

0
Time-->

2.50

3.00 3.50 4.00

4.50

5.00 5.50 6.00

6.50

Abundance
4000000

3000000

2000000

1000000

8.18

9126

9.94

8.73 9.65

TIC: BF100364.D

10.73

10.4

OT

11.42

11.94

13.01

121373

0
Time-->

9.00 9.50 10.00

10.50 11.00

11.50 12.00

12.50 13.00 13.50

Abundance
4000000

3000000

2000000

1000000

14.06

13.89

15.54

14&3

TIC: BF100364.D

Time-->

14.00

14.50 15.00 15.50

16.00

16.50 17.00

17.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100364.D

Aca On : 10 Nov 2017 2:00

Operator : SJ/JU

Sample : 16379-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 18.64 ng 962683 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 519 (5.140 min): BF100364.D (-514) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 B SRLAE SRR RN R
| 83.1 | 480 5.00 5.20 5.40
Orrr e e e e m/z 59.10 53.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T Shy s sk
0
150 4, 1010 m/z 101.10 17.76%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 14 .79%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L B N L |
43.0 480 5.00 5.20 5.40
m/z 40.95 8.02%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W SN SRR N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100364.D

Aca On : 10 Nov 2017 2:00

Operator : SJ/JU

Sample : 16379-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.67 Concentration Rank 1

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

6.67 74.87 ng 3865860 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF100364.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IREBEAAREE SR UL S
401 540 | 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'..:,:!..,::.-.|,..':.,??;9,..!.,.196.-?....,...., I m/z 68.10 42.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.49%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.22%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R AR R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.80%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100364.D

Aca On : 10 Nov 2017 2:00

Operator : SJ/JU

Sample : 16379-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Hydroxy-iso-butyrophenone Concentration Rank 7

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

8.73 2.52 ng 168157 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. l1-methoxv-. benzoate 180 C10H1203 051835-44-0 72
3 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 9
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 7
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1129 (8.728 min): BF100364.D (-1126) (-) m/z 59.00 100.00%
54.0
5000
wo | O A PPN
Y N A = S = m/z 105.00  23.40%

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

Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 LA L L L L LB L L BB |
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 21.64%
oL 290 dor 91.0 ‘\ 121.0 149.0
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
R ARE RS
8.40 8.60 8.80 9.00
5000 m/z 43.00 16.94%
75.0 105.0
43.0
0 121.0 149.0 165.0 180.0
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester
59.0 8.40 8.60 8.80 9.00
m/z 51.00 14 .61%
5000
70 | 740870 101160
o e e

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

8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100364.D

Aca On : 10 Nov 2017 2:00

Operator : SJ/JU

Sample : 16379-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 8.70 ng 594591 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Vinvl benzoate 148 C9H802 000769-78-8 47
3 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
Abundance Scan 1456 (10.651 min): BF100364.D (-1451) (-) m/z 105.00 100.00%
106.0
7.0 182.1
5000
51.0 I | W
1521 10.40 10.60 10.80 11.00
Ok prere 20 m/z 77.00 60.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone
105.0
77.0
5000 LN UL BULIILN IR S
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 54 .05%
o 27.0 ‘ A | 126.0 152 0 Il
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
105.0
" 10.40 10.60 10.80 11.00
5000 77.0 m/z 51.00 25.08%
51.0
0 27.0 130.0 148.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #71679: 1-Propanone, 2-bromo-1-phenyl- L  REas B
105.0 10,40 10.60 10.80 11.00
m/z 181.10 9.05%
77.0
5000
51.0
o L | 212.0
m/z--> 20 40 60 8 100 120 140 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path :

Data File : BF100364.D

Aca On - 10 Nov 2017 2:00
Operator : SJ/JU

Sample - 16379-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110917\

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 5

Peak Number 6 n-Hexadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
11.94 3.39 ng 208517 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan 1675 (11.939 min): BF100364.D (-1672) (-) m/z 73.00 100.00%
430 730
5000
129.1
97.1
157.1 1851 2132 256.2 11.60 11.80 12.00 12.20
o/ —) m/z 43.05 99.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R DR LR SR AR
83.0 nmnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 60.00  89.60%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
11!60 11fso 12!00 12)20 !
5000 m/z 55.00 72.28%
129.0
97.0 171.0 214.0

152.0
o} SN R P | S N v Y &vwwﬂMNmﬂ
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #95851: Pentadecanoic acid e o A REREE R
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.05 71.52%
5000 129.0
oL2:2 Lﬂ
- IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100364.D

Aca On : 10 Nov 2017 2:00

Operator : SJ/JU

Sample : 16379-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.73 2.41 ng 148448 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18

Abundance Scan 1809 (12.727 min): BF100364.D (-1805) (-) m/z 72.95 100.00%

43.0 ;, 740

5000
12.40 12.60 12.80 13.00
Obrrr i m/z 43.05 96.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

43.0

T vaMww¢kaJkawwwm

12.I40 12.I60 12.I80 13.IOO
m/z 57.05 94.14%

5000

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
R I e o B
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 93.50%
83.0
157.0 185.0 213.0 256.0
0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 12.40 12.60 12.80 13.00

m/z 41.10 70.57%

5000 129.0 w M

15.0
R EREEEEEEE s mEm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110917\
Data File : BF100364.D

Aca On : 10 Nov 2017 2:00

Operator : SJ/JU

Sample : 16379-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Trifluoroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.13 ng 153481 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 2007 (13.892 min): BF100364.D (-2004) (-) m/z 57.05 100.00%
57.0
97.0
5000
SRR SR SR B
13.60 13.80 14.00 14.20
234.1 )
ol ,H 2821 m/z 55.00 90.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
5000 LRI S UL SULRLE UL
13.60 13.80 14.00 14.20
m/z 43.05 87.17%
oL260) | | H \\ ‘\ F“‘OQ 1820 2550 3060
m/z--> 50 200 250 300 350 400
Abundance
43.0
83.0 RN SR SO B
13.60 13.80 14.00 14.20
5000 m/z 83.05 79.84%
125.0
0 182.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R e REREE mEm
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 76.83%
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110917\
Data File : BF100364.D

Acq On : 10 Nov 2017 2:00

Operator : SJ/JU

Sample : 16379-04

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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]
2-Pentanone, 4-hy... 5.14 18.6 ng 962683 1 6.90 1032670 20.0
unknown6 .67 6.67 74.9 ng 3865860 1 6.90 1032670 20.0
2-Hydroxy-iso-but. .. 8.73 2.5 ng 168157 2 8.18 1336090 20.0
Benzophenone 10.65 8.7 ng 594591 3 9.94 1366770 20.0
n-Hexadecanoic acid 11.94 3.4 ng 208517 4 11.42 1231870 20.0
Octadecanoic acid 12.73 2.4 ng 148448 4 11.42 1231870 20.0
Trifluoroacetic a... 13.89 3.1 ng 153481 5 14.06 979396 20.0
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