LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 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-BF071317.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

2.340 72 77 85 rvB 21447 36475 1.23% 0.132%
2.705 137 139 151 rBV3 45945 111942 3.79% 0.404%
483 rBV 209427 321465 10.87% 1.161%
5.122 545 550 567 rBV 2727448 2834576 95.89% 10.241%
6.181 725 730 744 rBV 2665899 2956098 100.00% 10.680%
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6.287 744 748 751 rBV 2812830 2732174 92.43% 9.871%
6.510 783 786 791 rBV 802856 726672 24.58% 2.625%
821 rBV 2203927 2002671 67.75% 7.235%
7.081 878 883 886 rBvV 2073123 1998601 67.61% 7.221%
7.792 1000 1004 1008 rBV 1066887 1004487 33.98% 3.629%
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11 8.875 1182 1188 1191 rBV 2943658 2785329 94.22% 10.063%
12 9.269 1252 1255 1261 rVB 398100 326769 11.05% 1.181%
13 9.539 1297 1301 1305 rBV2 1153537 1005759 34.02% 3.634%
14 9.998 1376 1379 1381 rVB 58703 50631 1.71% 0.183%
15 10.216 1411 1416 1418 rBV 31632 39522 1.34% 0.143%

16 10.328 1431 1435 1438 rBV 1630993 1566222 52.98% 5.659%
17 10.463 1455 1458 1468 rVB 94191 125519 4._.25% 0.453%

18 10.910 1530 1534 1537 rBV 68942 58524 1.98% 0.211%
19 10.939 1537 1539 1543 rVB 32898 30501 1.03% 0.110%
20 11.016 1548 1552 1555 rBV 1059661 922174 31.20% 3.332%
21 11.333 1604 1606 1611 rBV 32729 30630 1.04% 0.111%
22 11.569 1643 1646 1653 rBV3 132122 137013 4.63% 0.495%
23 12.351 1774 1779 1783 rBV2 28620 31528 1.07% 0.114%

24 12.604 1816 1822 1825 rBV 2165665 2303814 77.93% 8.323%
25 13.510 1972 1976 1983 rBV2 229664 306883 10.38% 1.109%

26 13.639 1993 1998 2001 rBV 673925 683352 23.12% 2.469%

27 13.833 2026 2031 2036 rBV2 33837 39207 1.33% 0.142%
28 14.139 2078 2083 2090 rBV 301666 385320 13.03% 1.392%
29 14.433 2128 2133 2140 rBV2 37911 60387 2.04% 0.218%
30 14.551 2150 2153 2156 rBV 47436 48947 1.66% 0.177%
31 14.721 2178 2182 2184 rBV 228623 236039 7.98% 0.853%
32 14.786 2191 2193 2202 rVB4 28014 39424 1.33% 0.142%
33 14.992 2223 2228 2233 rBV 487403 564623 19.10% 2.040%
34 15.045 2233 2237 2244 rVB2 31578 47381 1.60% 0.171%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 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-BF071317_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.210 2261 2265 2272 rVB 75742 92794 3.14% 0.335%

36 15.410 2293 2299 2302 rBV 114829 163636 5.54% 0.591%
37 15.451 2302 2306 2312 rVV2 73771 152579 5.16% 0.551%
38 15.504 2312 2315 2326 rVB6 38785 90807 3.07% 0.328%
39 16.063 2404 2410 2415 rBV2 60133 104589 3.54% 0.378%
40 16.257 2436 2443 2449 rBV3 86241 166274 5.62% 0.601%

41 16.310 2449 2452 2457 rVB2 32077 54446 1.84% 0.197%
42 16.386 2460 2465 2472 rBV6 32635 73678 2.49% 0.266%
43 16.457 2473 2477 2483 rVB3 30307 51693 1.75% 0.187%
44 16.715 2515 2521 2526 rBV9 14722 33184 1.12% 0.120%
45 17.227 2603 2608 2613 rBvV8 16616 40763 1.38% 0.147%
46 17.780 2697 2702 2715 rVB9 16952 50949 1.72% 0.184%
47 18.386 2797 2805 2807 rBV7 25071 52476 1.78% 0.190%
Sum of corrected areas: 27678527
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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: BF097007.D
6,29
5.12 6.19

2500000

6.67
7.08

2000000
1500000
1000000

6.51

500000

234 270 767 L Lt L

o—=——~—7T 7T 7T 7 T T T T T T T T T T T T

T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097007.D
8|87

2500000
12.60
2000000
10.33
1500000
9.54

[.79 i 11.02
1000000

500000 9.27

n £L10 46 11.57 1351
10.0010,2 104 0k 1133 12.35 A

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: BF097007.D

2500000
2000000
1500000

1000000

.64
14.99

14.14 14.72
13.83 f\ 14.28.55 14.79 15.045.2185H50 16.06€@ABAA6 16 72 17.23 17.78 18.39

500000

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 : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._.67 8.85 ng 321465 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
4 Propanoic acid. 2-nitro-. methvl... 133 C4H7NO4 006118-50-9 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 473 (4.669 min): BF097007.D (-469) (-) m/z 43.00 100.00%
43.0
59.0 l
5000
101.1 RSP SAR SARRE S
440 460 480 5.00
i 800880 | “m/z 59.00 52.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L UL
59.0 440 460 480 500
m/z 58.00 14 .40%
w0 !0
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500
5000 m/z 101.10 13.81%
410 101.0
15.0 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester A e N R
43.0 4.40 4.60 4.80 5.00
m/z 41.00 8.86%
5000 57.0
29.0
‘ ‘ 101.0
..,.”.,..ﬁ,...M....“...,”..,”ZQ?”..,.”.,M.”,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 3 unknown6.29 Concentration Rank 1

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

6.29 75.20 ng 2732170 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.293 min): BF097007.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 P SSRBE SRR AR RALN
401 40 6.00 6.20 6.40 6.60
..,....,....,...:,"!..:,:!..,.:ln.'...'..,??;9,...'.,.197.-9...,....,-'...,... m/z 68.10 35.19%
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 USSR L
6.00 6.20 6.40 6.60
310 510 m/z 134.00 33.66%
'WH'W“'W“JWJ'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 620 6.40 6.60
5000 m/z 66.00 22 .98%
33.0 44.0 105.0

70.0
56.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14491: 5-Aminoindole e e

132.0 6.00 6.20 6.40 6.60

m/z 69.10 13.84%
5000
104.0
66.0
140 27.0 390 510 770 495 | 1150 |

W SO W - S| N2 S| RN, S LN | N

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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, 10-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.72 ng 125519 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane 282 C20H42 000112-95-8 86
5 Heneicosane 296 C21H44 000629-94-7 78
Abundance Scan 1458 (10.463 min): BF097007.D (-1455) (-) m/z 57.05 100.00%
57.0
5000
85.1
113.1 10.20 10.40 10.60 10.80
rrrrreieb e e b e S e e reaeer || m/z 43.10  78.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 85.0 LRI SRR BN UL SRR

10.20 10,40 10.60 10.80
m/z 71.05  47.04%

113.0  154.0
L | 183.0 211 o 239.0 281 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57.0

10.20 10.40 10.60 10.80
5000 85.0 m/z 41.05 34.12%

29.0

1130 141.0 169.0 197.0 225.0 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane L maa e o
57.0 10.20 10.40 10.60 10.80
m/z 85.10 31.66%

5000
85.0

29.0
| ‘ I ‘ 1130141016901970 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14

R.T. EstConc Area Relative to ISTD R.T.
11.57 2.97 ng 137013 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 86

Abundance Scan 1646 (11.569 min): BF097007.D (-1643) (-) m/z 43.05 100.00%
430 731
5000
129.1
Lﬂ orl 157.1 1851 2132 2562 1120 11140 11.60 11.80
- m/z 60.00 86.73%
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 BN S R B
83.0 nmnmnmum
‘ 1570 1geo 2130 260 | M/Z 73.10  82.11%
4 f h“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.20 11.40 11.60 11.80
5000 m/z 55.00 72.88%
1290 171.0
98.0 : 214.0
18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo »\JRNawﬂvvaWJ
Abundance #84452: Tetradecanoic acid R o
73.0 11.20 11.40 11.60 11.80
43.0 m/z 57.05 72.74%
5000 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.51 8.98 ng 306883 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 91
Abundance Scan 1976 (13.510 min): BF097007.D (-1972) (-) m/z 43.05 100.00%
43.0
83.0
5000 111
1392 1671 13.20 1340 13.60 13.80

e by m/z 57.10 98.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115905: 1-Nonadecene
41,0
83.0

5000
13.20 13.40 13.60 13.80
m/z 55.05 92.31%

‘ ) * . .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0

1320 1340 13.60 13.80
5000 m/z 83.05 65.66%
111.0

139.0 1820 2100

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene

13.20 13.40 13.60 13.80
m/z 69.05 65.51%

5000

125.0
153.0 181.0 308.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Oxalic acid, isobutyl tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.14 11.28 ng 385320 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
4 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
Abundance Scan 2083 (14.139 min): BF097007.D (-2078) (-) m/z 57.05 100.00%
57.0
5000
lglo
13.80 14.00 14.20 14.40
41.1
...,...ﬂ.lhl'.}.n.,.1.8.3;3,....,.2]8.1-.1,....,....,....,...., m/z 43.05 71.91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57.0
5000 NN SR U
13.80 14.00 14.20 14.40
0 m/z 55.10 49_.14%
- 241.0
...,...”g.,..}??'9.?96,'9...,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 13.80 14.00 14.20 14.40
5000 m/z 71.10 46.15%
1390 181 0 922.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57.0 13.80 14.00 14.20 14.40
m/z 85.10 32.59%
5000
97.0
[L L)), 1480 2100 2550
m/z--> 50 100 150 200 250 300 350 400 450 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 9 Tritetracontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.43 2.14 ng 60387 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 87
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 87
3 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
Abundance Scan 2132 (14.427 min): BF097007.D (-2128) (-) m/z 57.10 100.00%
57.1
5000
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
J 13.1 2071 14 14.20 14.40 14.60 14.80
. — m/z 71.05 58.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000
14.20 14.40 14.60 14.80
m/z 43.05 58.14%
\‘H 1.0 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T e
14.20 14.40 14.60 14.80
5000 m/z 85.05 41 .25%
105.0
161.0 288.0
A B B B e e RS B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57.0 14.20 14.40 14.60 14.80
m/z 41.00 26.60%
5000

|19 190 2530 3176

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14. 40 14. 60 14. 80

8270-BF071317.M Tue Jul 25 15:46:22 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 10 Hexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.72 8.36 ng 236039 Perylene-d12 14 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2182 (14.721 min): BF097007.D (-2178) (-) m/z 57.05 100.00%
57.0 A
5000
99.1
mmmmmmmm
141.1
I,J |y 24s 1832 2822 m/z 43.05 57.83%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 L A DU B DU
mmmmmmmm
99.0 m/z 71.10 55.54%
27.0 \‘ | L || 1410 1830 2250 267.0 3090  366.0
m/z--> 50 160 150 200 250 360 3%0 '
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 38.82%
99.0
27.0 1M0mw250 281.0  337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #141426: Heneicosane
57.0 14.40 14.60 14.80 15.00
m/z 55.10 20.80%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 ' 1440 1460 1480 1500

8270-BF071317.M Tue Jul 25 15:46:24 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 11 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.21 3.29 ng 92794 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 1.19-Eicosadiene 278 C20H38 014811-95-1 68
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 68
5 Pentadecanal- 226 C15H300 002765-11-9 62

Abundance Scan 2265 (15.210 min): BF097007.D (-2261) (-) m/z 57.05 100.00%

L

14180 15,00 15.20 15:40 15,60
m/z 43.05 93.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
43. .

5000 R EEmmsmames
14. 80 15. 00 15 20 15. 40 15 60

109.0 m/z 55.00 62.97%
1370 166.0 194.0 2220 250.0

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 182.0
R o A
14.80 15.00 15.20 15.40 15.60
5000 m/z 82.05 55.93%
29.0 109.0
1370 1660 194.0 2220 250.0
wﬁmmmmﬂq‘mwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55.0 14.80 15.00 15.20 15.40 15.60
82.0 m/z 96.05 49 .99%
5000
29.0
| J 166.0 194.0 222.0 250.0 278.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 80 15. 00 15 20 15. 40 15 60

8270-BF071317.M Tue Jul 25 15:46:26 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 12 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.41 5.80 ng 163636 Perylene-d12 14 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Pentadecane 212 C15H32 000629-62-9 91
Abundance Scan 2299 (15.410 min): BF097007.D (-2293) (-) m/z 57.05 100.00%
57.0
1 15.00 15.20 15.40 15.60 15.80
141.1 : : : : :
...|,.-!.‘J.l!.ﬂ 832 %810 | m/z 43.05 57.42%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 AR BRI B SO B
mmmmmmmmmm
m/z 71.10 55.60%
ZﬂOL h L i d 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 55 100 150 200 250 360 3éo
Abundance
57.0
15.00 15.20 15.40 15.60 15.80
5000 m/z 85.05 40.21%
99.0
27.0 141. 0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #202662: Heptacosane B e R
57.0 15.00 15.20 15.40 15.60 15.80
m/z 55.10 20.91%
N JWA,“/\A/W
99.0
27,0 | | 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 200 250 300 3éo ' 1500 1520 1540 1560 1580

8270-BF071317.M Tue Jul 25 15:46:26 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 13 Heptadecyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.45 5.40 ng 152579 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
4 Octacosanol 410 C28H580 000557-61-9 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90

Abundance Scan 2306 (15.451 min): BF097007.D (-2302) (-) m/z 57.00 100.00%
510 971
5000
39.2 282.1 1520 15.40 15.60 15.80
—T A e m/z 55.00 90.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LA SULSULE IR UM B
15,20 15.40 15.60 15.80
m/z 97.10 83.82%
‘ “‘ 169.0 238.0
Ll h\‘1370 283.0 434.0
m/z--> 5 100 150 200 2%0 300 350 400
Abundance
57.0 197.0
1520 15.40 15.60 15.80
5000 m/z 83.10 75.57%
139.0
181.0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester e R RREms Ba
57.0 15.20 15.40 15.60 15.80
m/z 43.05 74.43%
97.0
5000 1
169.0
Y ‘ i37o 2240 2690 420.0
m/z--> 50 100 150 200 250 300 350 400 15,20 15.40 15.60 15.80

8270-BF071317.M Tue Jul 25 15:46:29 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 14 unknownl15.50 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.50 3.22 ng 90807 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetramethvl- 100 C6H120 005076-20-0 40
2 2-Nonadecanone 282 C19H380 000629-66-3 38
3 2-Pentadecanone 226 C15H300 002345-28-0 38
4 2-Pentadecanone. 6.10.14-trimethvl- 268 C18H360 000502-69-2 35
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 35

Abundance Scan 2314 (15.498 min): BF097007.D (-2312) (-) m/z 59.00 100.00%
59.0
5000
8?-0 125.0 1511  193.1 2810 15.20 15.40 15.60 15.80
rerr et e e e e et | M/z 58.00  72.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3857: Oxirane, tetramethyl-
59.0
5000
15.20 15.40 15.60 15.80
31.0 m/z 43.05 55.04%
85.0
h‘f‘rrrﬁ‘rn-rrrrq-rrrrrrrrrrrrnTrrrrrrrrrrrrnTrrrrrrrrrrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58.0

15.20 15.40 15.60 15.80
5000 m/z 71.00 34.61%

29.0 8.0
' 111.0 138.0 180.0  222.0 282.0
WWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #82960: 2-Pentadecanone B e e e RS
15. 20 15. 40 15. 60 15. 80

m/z 57.05 27 .27%

5000
- 1 111.0 1380 168.0 1970 226.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280

15 20 15. 40 15 60 15. 80

8270-BF071317.M Tue Jul 25 15:46:30 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 15 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.06 3.70 ng 104589 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
2 Octadecanal 268 C18H360 000638-66-4 74
3 Tetradecanal 212 C14H280 000124-25-4 72
4 15-Octadecenal 266 C18H340 056554-93-9 64
5 14-Octadecenal 266 C18H340 056554-89-3 59

Abundance Scan 2410 (16.063 min): BF097007.D (-2404) (-) m/z 43.00 100.00%

43.0

5000

15.80 16.00 16.20 16.40
m/z 57.00 96.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
.0

5000

15.80 16.00 16.20 16.40
m/z 82.05  73.04%

29.0 138.0

166.0 211.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
15.80 16.00 16.20 16.40
5000 m/z 96.05 64.78%
110.0

250.0
1380 166.0 194.0 222.0

W‘WTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71298: Tetradecanal B ERRE Bam s L
15.80 16.00 16.20 16.40

m/z 83.05 63.20%

5000 29.0

138.0 168.0 194.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16.40

8270-BF071317.M Tue Jul 25 15:46:30 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 16 unknownl6.26 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.26 5.89 ng 166274 Perylene-d12 14 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitic acid vinvl ester 282 C18H3402 000693-38-9 45
2 2-Pentadecanone 226 C15H300 002345-28-0 38
3 2-Heptadecanone 254 C17H340 002922-51-2 35
4 2-Tetradecanone 212 C14H280 002345-27-9 27
5 Nonadecane, 4-methyl- 282 C20H42 025117-27-5 22

Abundance Scan 2444 (16.262 min): BF097007.D (-2436) (-) m/z 57.05 100.00%

5000

16.00 16.20 16.40 16.60
m/z 43.00 92.22%

163.1 194.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129350: Palmitic acid vinyl ester
57.0
239.0
5000 TT T[T T T T[T T rrrrrrr1
85.0 16.00 16.20 16.40 16.60
29.0 m/z 71.10 80.86%
| I ‘ ‘\ Mn 1370 1650 2110 | 2640
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58.0
e R o A
16.00 16.20 16.40 16.60
5000 m/z 58.00 58.79%
29.0 226.0
80 1570 1680 197
m@wmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105853: 2-Heptadecanone
58.0 16.00 16.20 16.40 16.60
m/z 239.20 54 .68%
5000
29.0 96.0 254.0
L) %0 170 1820 1900 2250 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. OO 16.20 16.40 16.60

8270-BF071317.M Tue Jul 25 15:46:31 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF097007.D

Aca On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample : 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 17 n-Heptadecanol-1 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.39 2.61 ng 73678 Perylene-di12 14.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 53
2 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 53
3 1-Heptacosanol 396 C27H560 002004-39-9 53
4 Octacosanol 410 C28H580 000557-61-9 53
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 50
Abundance Scan 2466 (16.392 min): BF097007.D (-2460) (-) m/z 57.00 100.00%
510
97.0
5000
| ﬁ I‘ L2 oo 1600 16,20 16.40 16,60 1680
A L L A i e e o o m/z 43.00 73.04%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107662: n-Heptadecanol-1
55.0
7.0
5000 AL VAR BN U B
16.00 16,20 1640 16.60 16.80
m/z 97.05 70.20%
1,5.,d,m,u \ \ ‘3?9 B
mz-> 0 50 200 250 300 350 400 450 500
Abundance
57.0
97.0 16.00 16.20 16.40 16.60 16.80
5000 m/z 55.00 57.62%
1390181022202650 32203670 518.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol B B E e
57.0 97.0 16.00 16.20 16.40 16.60 16.80
m/z 83.10 53.26%
5000
39.0
L {; 181.0222.0264.0306.0  378.0
mz-> 0 50 100 1&1;0 200 250 300 350 400 450 500 16,00 16,20 1640 16.60 16.80

8270-BF071317.M Tue Jul 25 15:46:32 2017 Page: 18



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF072417\
Data File : BF097007.D

Acq On : 25 Jul 2017 1:27

Operator : SJ/JU

Sample - 14360-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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._.67 8.8 ng 321465 1 6.51 726672 20.0
unknown6 .29 6.29 75.2 ng 2732170 1 6.51 726672 20.0
Eicosane, 10-methyl- 10.46 2.7 ng 125519 4 11.02 922174 20.0
n-Hexadecanoic acid 11.57 3.0 ng 137013 4 11.02 922174 20.0
1-Nonadecene 13.51 9.0 ng 306883 5 13.64 683352 20.0
Oxalic acid, isob... 14.14 11.3 ng 385320 5 13.64 683352 20.0
Tritetracontane 14.43 2.1 ng 60387 6 14.99 564623 20.0
Hexacosane 14.72 8.4 ng 236039 6 14.99 564623 20.0
Octadecanal 15.21 3.3 ng 92794 6 14.99 564623 20.0
Tetracosane 15.41 5.8 ng 163636 6 14.99 564623 20.0
Heptadecyl heptaf... 15.45 5.4 ng 152579 6 14.99 564623 20.0
unknown15.50 15.50 3.2 ng 90807 6 14.99 564623 20.0
Oxirane, hexadecyl- 16.06 3.7 ng 104589 6 14.99 564623 20.0
unknownl16 .26 16.26 5.9 ng 166274 6 14.99 564623 20.0
n-Heptadecanol-1 16.39 2.6 ng 73678 6 14.99 564623 20.0
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