LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102038.D

Aca On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample : J1082-01

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-BF010918.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 3.098 169 172 181 rBvV2 25375 57477 1.20% 0.143%
2 4.928 477 483 486 rBVY 1756425 2012750 42.20% 5.003%
3 5.334 547 552 555 rBY 3028079 2762285 57.91% 6.867%
4 6.363 720 727 731 rBV 4103243 4770051 100.00% 11.858%
5 6.492 744 749 752 rBVY 3985315 3888726 81.52% 9.667%
6 6.728 785 789 792 rBVY 1365406 1202649 25.21% 2.990%
7 6.881 811 815 818 rBVY 4014013 3799786 79.66% 9.446%
8 7.292 879 885 888 rBVY 3230907 3247916 68.09% 8.074%
9 7.375 894 899 902 rBV 86231 88207 1.85% 0.219%
10 7.563 927 931 935 rVB 56572 63023 1.32% 0.157%

11 8.004 1002 1006 1009 rBV 1801172 1541556 32.32% 3.832%
12 9.086 1184 1190 1193 rBV 5097624 4668539 97.87% 11.605%
13 9.169 1201 1204 1208 rBV2 62257 64961 1.36% 0.161%
14 9.369 1233 1238 1240 rBV 358365 470741 9.87% 1.170%
15 9.480 1253 1257 1260 rBV 728342 587210 12.31% 1.460%

16 9.692 1290 1293 1296 rVB 161287 136295 2.86% 0.339%
17 9.757 1300 1304 1308 rVB2 1664351 1435970 30.10% 3.570%

18 10.169 1371 1374 1376 rBV 69319 65861 1.38% 0.164%
19 10.192 1376 1378 1381 rVB 189423 142075 2.98% 0.353%
20 10.416 1409 1416 1418 rBV 51122 70231 1.47% 0.175%

21 10.545 1433 1438 1441 rBV 1252340 1201365 25.19% 2.986%
22 10.669 1456 1459 1468 rBV 138504 166661 3.49% 0.414%
23 11.116 1531 1535 1537 rBV 95815 80509 1.69% 0.200%
24 11.239 1552 1556 1559 rBV 1382717 1134688 23.79% 2.821%
25 11.774 1643 1647 1650 rBV 132734 127655 2.68% 0.317%

26 12.827 1822 1826 1829 rBV 2978602 2664857 55.87% 6.624%
27 13.192 1884 1888 1897 rVB4 36343 57722 1.21% 0.143%
28 13.721 1975 1978 1983 rBV2 206900 231202 4._.85% 0.575%
29 13.868 1999 2003 2007 rBV2 1748681 1880933 39.43% 4.676%
30 14.051 2031 2034 2043 rVB 72885 109156 2.29% 0.271%

31 14.357 2083 2086 2088 rBV2 68249 67457 1.41% 0.168%
32 14.651 2133 2136 2143 rVB 75923 87778 1.84% 0.218%
33 14.721 2145 2148 2151 rVV 65669 56555 1.19% 0.141%
34 14.974 2188 2191 2194 rBV 74429 71579 1.50% 0.178%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102038.D

Aca On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample : J1082-01

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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.292 2240 2245 2249 rBV 860688 1027539 21.54% 2.554%

36 15.333 2249 2252 2257 rVB2 76088 95854 2.01% 0.238%
37 15.745 2318 2322 2326 rBV3 58847 89695 1.88% 0.223%
Sum of corrected areas: 40227514
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102038.D

Aca On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample : J1082-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF102038.D
5000000

4000000

5.33 729
3000000 '

2000000 4.93
6.73

1000000

T e T e oeiny SRSERS 1 - ML SA

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102038.D
5000000 9/09

4000000

3000000 1283

200000071 8.00

9.76

10.55 11.24

1000000

f&xﬁ 1043|1067 111 11.77 13.19

O by R e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102038.D
5000000

4000000
3000000

2000000{ 13.87

1000000 15.29

3.72|\ 1405 14.36 146521497 16533 1574
A\ P, S N . .

I ——————_— Lo e e e e e e

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 : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102038.D

Aca On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample : J1082-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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.

4.93 33.47 ng 2012750 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (4.928 min): BF102038.D (-477) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 IS SSEDESEAE SRRE RR
| 711 830 | 4.60 4.80 5.00 5.20
e e M m/z 59.10 55.34%
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
5000 L L UL UL R
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 18.00%
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
460 480 5.00 520
5000 41.0 m/z 58.00 14 .96%
29.0
87.0
ol 150 71.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester I EAma e R
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.64%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102038.D

Aca On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample : J1082-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 64 .67 ng 3888730 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.492 min): BF102038.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 ISR RN R R
400 540 | 6.20 6.40 6.60 6.80
0 ..,....,....,...:,"!..:,n..,::.-.|,..':.,??;9,..!.,}97.-9...,...., b 'm/z 68.10 41.13%
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 N
5000 ISR RS R
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.00 32.49%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 25.76%
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 LI L L L L N B
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.10%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102038.D

Aca On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample : J1082-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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-Propanol, 1,1",1""-nitril.._. Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.37 6.56 ng 470741 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Propanol. 1.1".1""-nitrilotris- 191 C9H21NO3 000122-20-3 80
2 Benzen-1.4-diol. 2.6-difluoro- 146 C6H4F202 084959-65-9 53
3 5.6-Dimethvl-1.3.4.4-dithiapvrid... 146 C4H6N2S2 021423-60-9 47
4 Sarcosine. N-(2-methoxvethoxvcar... 443 C25H49N0O5 1000327-82-8 40
5 Sarcosine, N-(2-methoxyethoxycar... 387 C21H41NO5 1000327-82-4 40

Abundance Scan 1238 (9.369 min): BF102038.D (-1233) (-) m/z 146.10 100.00%
146.1
5000 0.0
42.0
881 9.00 9.20 9.40 9.60 9.80
128.1 : : : : :
0 ..:"|,..-:.,.]..',41.0.'9,....,.'...,..1.7?',2....,297.-9. m/z 70.05  36.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54004: 2-Propanol, 1,1',1"-nitrilotris-
146.0
5000
70.0 9.00 9.20 9.40 9.60 9.80
42.0 88.0 m/z 42.00 28.22%
0 15'0 m‘ MH\ u‘ ) ‘\110'0 128.0 | 176.0
S B B Rt R ms
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
146.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 59.00 19.61%
70.0
98.0
53.0 117.0
O L e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21736: 5,6-Dimethyl-1,3.4.4-dithiapyridazine
59.0 146.0 9.00 9.20 9.40 9.60 9.80
m/z 88.10 17.41%
5000
42.0 880
0...,mm.ﬂ@”uw..L,.u.w....HQQQ,ﬂ..,..”,...W.... U I MRIRY E R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102038.D

Aca On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample : J1082-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.67 2.94 ng 166661 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 1459 (10.669 min): BF102038.D (-1456) (-) m/z 57.10 100.00%

51.1
5000 85.1

10.40 10.60 10.80 11.00

113.0 141 1 1609. 2

Obpreretb b bl d it ot e e || M7z 43.05 68.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57.0
5000 LA L L L L L LB
85.0 10 40 10. 60 10 80 11. OO
29.0 m/z 71.05 56.80%
o by 113.0 141.0 169.0 197.0 225.0 253.0 282.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
AR e
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 39.94%
28.0
183.0
o 113.0 1550 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane T T
57.0 10.40 10.60 10.80 11.00
m/z 41.00 29.15%
5000 85.0
29.0 113.0
0 T 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
Puqnu,uupuq”..””.”..“.””.”..“.””.”..”.””.”... R e R R,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102038.D

Aca On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample : J1082-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 6 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.25 ng 127655 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
Abundance Scan 1646 (11.769 min): BF102038.D (-1643) (-) m/z 43.00 100.00%
430 730
5000
129.1
97,0 1571 1gsp 2132 s | 1140 1160 1180 1200
o} m/z 73.00 85.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0
83.0 11.40 11.60 11.80 12.00
‘ 1570 1gso 2130 2560 | M/Z 57.00  79.65%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
1140 1160 11.80 12.00
5000 129.0 m/z 60.00 76.67%
970 199.0 242.0
157.0
o 1800
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.00 72.11%
5000 129.0
185.0 228.0
N |
OIII‘I\III‘H‘I\‘HIII‘HI\ M‘\ |“|‘|||‘||||1|6|6||0|||||‘||||||||||||||| S REREE R R AR
miz-> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102038.D

Aca On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample : J1082-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.46 ng 231202 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 1978 (13.721 min): BF102038.D (-1975) (-) m/z 57.05 100.00%
57.0
97.1
5000
IR PN N SRR
30. 1 13.40 13.60 13.80 14.00
B — ,I | lll wgzlono | m/z 55.10 88.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
5000 UL BN BRI BN B
Bmmmmmmm
m/z 43.10 85.14%
‘ 169.0 100
0 ZG\LOM I “‘ ‘ \H‘\ ‘\‘\ *3§0‘ ‘ | \. 2550 4060
m/z--> §o 160 150 260 2éo 360 3%0 460
Abundance
41.0
83.0 13.40 13.60 13.80 14.00 |
5000 m/z 83.05 82.91%
125.0
0 168.0 266.0
miz-> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol e AREEEEEaSEE
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.10 69.37%
L2610 ‘ ‘ H i ,3?'({ 1810 222 02530 2920 334.0 392.0
m/z--> §o 100 150 200 250 300 3%0 460 1340 1360 1380 1400 '
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011118\
Data File : BF102038.D

Acq On : 12 Jan 2018 00:07

Operator : SJ/JU

Sample - J1082-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.93 33.5 ng 2012750 1 6.73 1202650 20.0
unknown6 .49 6.49 64.7 ng 3888730 1 6.73 1202650 20.0
2-Propanol, 1,1",_.. 9.37 6.6 ng 470741 3 9.76 1435970 20.0
Eicosane 10.67 2.9 ng 166661 4 11.24 1134690 20.0
n-Hexadecanoic acid 11.77 2.3 ng 127655 4 11.24 1134690 20.0
Heptafluorobutyri... 13.72 2.5 ng 231202 5 13.87 1880930 20.0
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