LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06 Instrument :
Operator : SJ/JU BNA_F

Sample - J1539-03 ClientSampleld :
Misc - MAIN-ST-LINE-2-WW@4
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 - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 height area % max. total
1 2.163 7 13 26 rvB 994008 1306102 25.89% 2.731%
2 5.122 513 516 525 rVvB 122898 172313 3.42% 0.360%
3 5.504 575 581 584 rBV 4361310 5045750 100.00% 10.552%
4 6.510 746 752 764 rBV 4194987 5043478 99.95% 10.547%
5 6.651 770 776 779 rBV 4470246 4907020 97.25% 10.262%
6 6.875 810 814 818 rBV 1350727 1081605 21.44% 2.262%
7 7.034 836 841 844 rBV 4089184 3676415 72.86% 7.688%
8 7.439 905 910 913 rBV 2982937 3337249 66.14% 6.979%
9 8.157 1028 1032 1038 rBV 1671681 1420404 28.15% 2.970%
10 9.233 1210 1215 1218 rBV 4902796 4756766 94.27% 9.947%
11 9.304 1224 1227 1230 rBvV 115975 87191 1.73% 0.182%

12 9.622 1277 1281 1289 rVB 392260 383884 7.61% 0.803%
13 9.833 1314 1317 1321 rVB 263800 198212 3.93% 0.415%
14 9.916 1326 1331 1335 rBV 1672319 1577187 31.26% 3.298%

15 10.157 1369 1372 1375 rBV2 49272 54322 1.08% 0.114%
16 10.310 1395 1398 1400 rBV 53634 53544 1.06% 0.112%
17 10.333 1400 1402 1405 rVB 266346 204140 4._.05% 0.427%
18 10.551 1435 1439 1442 rBV 67443 85609 1.70% 0.179%

19 10.704 1461 1465 1469 rBV 2758781 3042413 60.30% 6.362%
20 10.804 1480 1482 1492 rVB 205301 236153 4.68% 0.494%

21 10.957 1505 1508 1512 rVB 74487 74183 1.47% 0.155%
22 11.045 1520 1523 1528 rVB2 37707 50925 1.01% 0.106%
23 11.257 1555 1559 1561 rBV 97378 88866 1.76% 0.186%
24 11.280 1561 1563 1570 rVB 45377 57009 1.13% 0.119%
25 11.404 1580 1584 1587 rBV 1706082 1572271 31.16% 3.288%
26 11.427 1587 1588 1593 rVB2 68738 58691 1.16% 0.123%
27 11.921 1668 1672 1679 rBV3 117135 138969 2.75% 0.291%
28 12.086 1696 1700 1705 rBV 54857 54001 1.07% 0.113%
29 12.616 1787 1790 1794 rBV 68470 60435 1.20% 0.126%
30 12.992 1848 1854 1857 rBV 4011143 4473901 88.67% 9.356%
31 13.457 1928 1933 1938 rVB3 50387 68583 1.36% 0.143%
32 13.533 1943 1946 1950 rBV2 50404 64564 1.28% 0.135%

33 13.868 1999 2003 2012 rBV 981791 993678 19.69% 2.078%
34 14.045 2028 2033 2036 rBV 1534733 1451853 28.77% 3.036%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.504 2107 2111 2115 rBV 84950 105941 2.10% 0.222%
36 14.786 2155 2159 2164 rBV 415088 439503 8.71% 0.919%

37 15.521 2279 2284 2293 rVB2 959718 1223741 24.25% 2.559%
38 16.021 2365 2369 2377 rVVv2 96915 172326 3.42% 0.360%

Sum of corrected areas: 47819197
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF021518\

BF103017.D

15 Feb 2018 15:06

SJ/Ju

J1539-03

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000/%;16
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9|23
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Time-->
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

216 24.15ng 1306100  1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
entane, 3-methoxy- 102 C6H140 036839-67-5 12

abrwNPE
TWEFEND

Abundance Scan 12 (2.157 min): BF103017.D (-7) (-) m/z 73.00 100.00%

n
5000 43
55
87

220 230 240 2.50 2.60

Ob e ST ST . TW/Z 43.00  43.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L L L LB B B

43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.65%

29
| 35 |, 67 ||, 80
0.,....,....,....,....,....,....,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

2.20 2.30 2.40 2.50 2.60

5000 a1 55 m/z 87.00 23.87%
29
0 47 67 79 97 112 129
R Ll A B A BEARE G
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- I RamasmETat LS
73 220 230 2.40 2.50 2.60

m/z 40.95 14 .72%

5000 43
58
w.uUﬁ.”,H.w.”.“.”,u.w.”t“.”,”.w.”.“.”,”.

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.12 3.19 ng 172313 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 516 (5.122 min): BF103017.D (-513) (-) m/z 43.00 100.00%
43
59
5000
101 4.80 5.00 5.20 5.40
83 : : : :
o..,....,....,....','::..,?3.!'4....,....,.-...,....',|....,. m/z 58.95 61.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRS LR AR
4.80 5.00 520 5.40
59 m/z 101.00 17.53%
0 21 371, 53 ‘ 67 778 o1
mz> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 16.48%
41
53 73 86
e S U S S I UL I SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8358: 2-Hexanol, 2-methy!l- A e
509 4.80 5.00 520 5.40
m/z 40.95 8.42%
5000
43 101
31
AN [ NS, SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 3 unknown6.65 Concentration Rank 1

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

6.65 90.74 ng 4907020 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
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 776 (6.651 min): BF103017.D (-770) (-) m/z 132.00 100.00%
132
5000 68
40 %6 J 640 6.60 6.80 7.00
54 : : : :
0 8 A o W/z 68.00 38.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R A AR S AN
a1 97 6.40 6.60 6.80 7.00
53 - 17 m/z 134.00 33.41%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 26.13%
104
ol 14 27 39 1 06 77 o 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R EREmmsnes
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14_.97%
5000 g °
0 | A TR ‘L Ll 158 189
LRELS FURLLEL FUELL SR LR UL DL B UL SR IR IR R R L
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 5 Pentadecane Concentration Rank 10

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

9.83 2.51 ng 198212 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 86
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78

Abundance Scan 1316 (9.828 min): BF103017.D (-1314) (-) m/z 57.00 100.00%
57
43
71
5000
85
9 113 9.60 9.80 10.00 10.20
0 ...,....-,":..n",.. 127 m/z 43.00 69.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
85 9.60 9.80 10.00 10.20
29 m/z 71.00 53.95%
0 15 \‘ \“ H ol 9\9 113 127 141 155 169 183 212
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance
43 57
9.60 9.80 10.00 10.20
5000 71 m/z 41.00 29.93%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 1&0 1éo 1éo 200 250
Abundance #59879: Tetradecane ik B ma RS
57 9.60 9.80 10.00 10.20
43 - m/z 85.05 27 .09%
5000 85
29
s DL S w1
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.59 ng 204140 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 86
Abundance Scan 1401 (10.327 min): BF103017.D (-1400) (-) m/z 57.00 100.00%
57
43
5000 71
85
99 113 10.00 10.20 10.40 10.60
0...,....-,":..' b 1B 1ALI | m/z 43.00 67.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n URSUARRRBARERRARES
g5 10.00 10.20 10.40 10.60
29 m/z 71.05 40.87%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57
43 71
10.00 10.20 10.40 10.60
5000 m/z 85.05 32.67%
29 85
112
o 9 77 127140 155 168 183 197 211 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane R T T T T T T
57 10.00 10.20 10.40 10.60
43 m/z 41.00 30.95%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> 20 40 éo 50 100 150 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 8 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 13.69 ng 993678 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2003 (13.868 min): BF103017.D (-1999) (-) m/z 57.00 100.00%
5000
111
SRR N SR SR
3 139 13.60 13.80 14.00 14.20
| I i ATP 167 106215234250 280 m/z 55.00 94.11%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 LN SR UL UL B
13.60 13.80 14.00 14.20
m/z 43.00 87 .95%
oAl Al \‘ \‘ n y 1379 167 196 233 266 294
m/z--> 50 200 250 300 350
Abundance
57
83 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 80.94%
29
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol e BABRREESEE
5 3 13.60 13.80 14.00 14.20
m/z 97.05 74.03%
5000 1 r
29
0 J I 1‘1?9 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 9 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 7.18 ng 439503 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35N0 000301-02-0 87
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 64
4 Dodecanamide 199 C12H25N0 001120-16-7 59
5 Nonanamide 157 C9H19NO 001120-07-6 58

Abundance Scan 2160 (14.792 min): BF103017.D (-2155) (-) m/z 59.00 100.00%

5000

—

14.40 14.60 14.80 15.00 15.20
m/z 72.00 60.89%

o U4 137154 184 217 240 277204 320337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59

%

5000 41 LA L L L L L L L L LB
14. 40 14. 60 14. 80 15. 00 15. 20
81 m/z 55.00 49 .34%
o8 %8 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
s mma e L
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.00 36.29%
41
227
0 7 o ; o 149166184 o \N—/Ld\//\u\’\/\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- B B E e
59 14.40 14.60 14.80 15.00 15.20
m/z 41.00 30.25%
5000
114
41
o5y |l [l y8s | 142 17
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 14. 40 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
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 10 Docosyl pentafluoropropionate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.02 2.82 ng 172326 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 94
2 Octacosanol 410 C28H580 000557-61-9 94
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 94
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
5 Octacosyl acetate 452 C30H6002 018206-97-8 94

Abundance Scan 2369 (16.021 min): BF103017.D (-2365) (-) m/z 57.00 100.00%
g7
97
5000
T 15150 16,00 16,20 1640
173 543 231 : : : :
- A9y 203 282 m/z 55.00 80.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57
5000 LI IR AL SO R
15.80 16.00 16.20 16.40
125 m/z 97.00 74.46%
0 ZPJ “ M hh‘j‘}53181 224250 280308 353 454
m/z--> 50 250 300 350 400 450 '
Abundance
57
o1 R SN SRR SO I
15.80 16.00 16.20 16.40
5000 m/z 43.00 74.03%
125
0 29 153 181 209236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #236054: Heneicosy! heptafluorobutyrate RS EmmEs o L
57 15.80 16.00 16.20 16.40
o7 m/z 83.00 73.07%
5000
- 125
o1l ‘ L 189106000 266294 339 490
m/z--> 50 100 150 200 250 300 350 400 450 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF021518\

Data File : BF103017.D

Acq On : 15 Feb 2018 15:06

Operator : SJ/JU

a?ggle i J1539-03 MAIN-ST-LINE-2-WW@4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.16 24_.1 ng 1306100 1 6.87 1081610 20.0
2-Pentanone, 4-hy... 5.12 3.2 ng 172313 1 6.87 1081610 20.0
unknown6 .65 6.65 90.7 ng 4907020 1 6.87 1081610 20.0
Pentadecane 9.83 2.5 ng 198212 3 9.92 1577190 20.0
Hexadecane 10.33 2.6 ng 204140 3 9.92 1577190 20.0
1-Heneicosanol 13.87 13.7 ng 993678 5 14.04 1451850 20.0
9-Octadecenamide, ... 14.79 7.2 ng 439503 6 15.52 1223740 20.0
Docosyl pentafluo... 16.02 2.8 ng 172326 6 15.52 1223740 20.0
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