LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 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-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 heiaht area % max. total
1 2.175 9 15 24 rVB 430993 565195 11.79% 1.437%
2 3.481 229 237 257 rBV 467105 1399159 29.20% 3.558%
3 5.122 513 516 526 rVB 123919 164918 3.44% 0.419%
4 5.510 576 582 585 rBY 4319186 4791868 100.00% 12.186%
5 6.516 747 753 769 rBVY 4246727 4682656 97.72% 11.908%
6 6.657 772 777 780 rBVY 4701289 4555901 95.08% 11.586%
7 6.886 812 816 819 rBVY 1330843 1160636 24.22% 2.952%
8 7.039 838 842 846 rBVY 3473688 3351429 69.94% 8.523%
9 7.445 906 911 914 rBVY 2773830 2927274 61.09% 7.444%
10 8.169 1030 1034 1037 rBvV 1642606 1458958 30.45% 3.710%

11 9.239 1212 1216 1220 rBV 3980230 3919687 81.80% 9.968%
12 9.316 1226 1229 1231 rVB 76901 55204 1.15% 0.140%
13 9.633 1278 1283 1286 rBV 203490 198303 4.14% 0.504%
14 9.845 1312 1319 1322 rBV 179791 148231 3.09% 0.377%
15 9.922 1328 1332 1341 rBV 1560759 1367695 28.54% 3.478%

16 10.345 1401 1404 1407 rVB 181624 141661 2.96% 0.360%
17 10.569 1436 1442 1444 rBV 42320 57959 1.21% 0.147%
18 10.710 1462 1466 1478 rVV 2148824 2085422 43.52% 5.303%
19 10.816 1481 1484 1494 rVB 130669 152886 3.19% 0.389%
20 11.410 1581 1585 1594 rBV 1336793 1143516 23.86% 2.908%

21 11.927 1669 1673 1683 rBV2 102204 130389 2.72% 0.332%
22 12.851 1825 1830 1834 rBV 49462 58671 1.22% 0.149%
23 12.998 1850 1855 1858 rBV 2698819 2755554 57.50% 7.007%
24 13.880 2001 2005 2012 rBV 161290 211408 4.41% 0.538%
25 14.051 2030 2034 2044 rVB 1110081 1043456 21.78% 2.654%

26 15.533 2281 2286 2295 rBV 560512 794974 16.59% 2.022%

Sum of corrected areas: 39323010
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020718\

BF102834.D

8 Feb 2018 00:23

SJ/JuU

J1473-05

18 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.17 9.74 ng 565195 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 14 (2.169 min): BF102834.D (-9) (-) m/z 73.00 100.00%
7B
5000 43
55
87
35| | 2.20 2.30 2.40 2.50 2.60
el et el e e || M7z 43.00 45 10%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRA AR AR AR RRRRE
2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.98%
0 \‘ “ ‘\
'”I””I””I”'W”'W”'W”'W”'W””I””I””I””I””I””I””
m/z--> 0 10 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 41 55 m/z 87.00 23.12%
29
0 65 97 112 129
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R EAamammaEe R
7B 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 _.47%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Propylene Glycol Concentration Rank 3

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

3.48 24.11 ng 1399160 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 90
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 237 (3.481 min): BF102834.D (-229) (-) m/z 45.00 100.00%
45
5000 (\\\_\
320 340 360 380
3943 | 49 5357 61 76 84
0'I""I""I""I""I'"'I""I""I'ﬂ! JARATRARR Rakad sadad MARA RakS) MR AR AR AN m/z  42.95 17.28%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45

5000 R e e
3.20 3.40 3.60 3.80

m/z 61.00 5.77%

29
o 1519 26 33363942, 5357 61 7376
S O SO ML S S cova ] PN L /S N /1
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45

3.20 3.40 3.60 3.80

5000 m/z 43.95 4.98%
o 1519 2731 3942 53 57 61 75
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #295: Isopropy! Alcohol T
45 320 340 360 380

m/z 57.00 2.71%

5000
27
15 19 | 31 3341‘ 59
N
I I | I I I I [ T | I I I T I I I

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

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

5.12 2.84 ng 164918 1,4-Dichlorobenzene-d4 6.89
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 516 (5.122 min): BF102834.D (-513) (-) m/z 43.00 100.00%
a3
59
5000
T PN
o...,....,....,..3.6.','::..,“?3.'!~.i....,....,533...,...:,|....,. m/z 58.95 62.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR LA SRR SRS AR
4.80 500 5.20 5.40
59 m/z 101.00 19.79%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 57.95 15.59%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e AR Ra R
43 4.80 500 5.20 5.40
m/z 41.00 7.49%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.66 Concentration Rank 1

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

6.66 78.51 ng 4555900 1,4-Dichlorobenzene-d4 6.89
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 778 (6.663 min): BF102834.D (-772) (-) m/z 132.00 100.00%
32
5000
68
96 A0 6E0 B RO 700
0 ..,....,....,....,-:.‘.‘?,....??.I.' oot b Sl Tm/z 134.00  34.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR AR R L R
6.40 6.60 6.80 7.00
3 78 m/z 68.00 31.18%
138
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 680 7.00
5000 67 m/z 66.00 20.71%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole B RE s
132 6.40 6.60 6.80 7.00
m/z 96.00 12.02%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Tetradecane Concentration Rank 9

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

9.85 2.17 ng 148231 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78

Abundance Scan 1320 (9.851 min): BF102834.D (-1312) (-) m/z 57.00 100.00%
57
43
5000 L
85
99 113 197 9.60 9.80 10.00 10.20
0...,....-i'...-| b e S80S | W/Z 43.00 61.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 R R UL UL B
9.60 9.80 1000 1020
29 o m/z 71.05 51.83%
a5 | L L Pusiunssie e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
9.60 9.80 10.00 10.20
5000 71 m/z 85.00 31.09%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #71393: Pentadecane
57 9.60 9.80 10.00 10.20
43 m/z 41.00 30.12%
71
5000 85
29 99
ol 15 | ‘L I 113127 141 155 169 183 212
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Pentadecane Concentration Rank 10

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

10.35 2.07 ng 141661 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Nonadecane 268 C19H40 000629-92-5 86

5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S

1000309-12-5 80

Abundance Scan 1405 (10.351 min): BF102834.D (-1401) (-) m/z 57.00 100.00%
57
43
5000 n
85
118 127 141 15 4 168 10.00 10.20 10.40 10.60
0...,....-,':..' ,..":.,':...",...--.,.... e || M/Z  43.00  65.25%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
a3
5000 71 L L LI L N L B
85 10,00 10,20 10.40 10.60
29 % m/z 71.00 51.17%
o Lo o " 113 127 141 185168182 212
e L
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 7
B et S
- 10.00 10.20 10.40 10.60
5000 m/z 85.05 34.84%
85
29
oL 15 99 113 127 141 155 184
= e e
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane g e
43 57 10.00 10.20 10.40 10.60
m/z 41.00 26.17%
5000 [
85
29
o | L L w 99 113 127 141 155 169 183 197 226
L S T e A S
miz--> 20 40 60 80 100 120 140 160 180 200 220 1000 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.67 ng 152886 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 1485 (10.821 min): BF102834.D (-1481) (-) m/z 57.00 100.00%

5

e LJLMLM\.A/\

99 41 101 10. 60 10 80 11. OO 11. 20
0 m/z 43.05 66 .50%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane

“ L

5000 LA L L L L L LB
10. 60 10 80 11. OO 11. 20
m/z 71.05 54 .83%
o 2¢Lu “J%9‘141 183 226
A B e e e AR EARRE RAELS S S
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R RRE RREER S s S
10.60 10.80 11.00 11.20
5000 m/z 85.05 36.03%
97
0 141 183 225 267 309 351 393 463 505 561 603
R s B L ER A e e A AaRaa e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71393: Pentadecane B A AREa e e Lo
57 10.60 10.80 11.00 11.20

m/z 41.00 28.10%

5000
2¢ ] J%91141 212 tNWWJMMWWHJLWMApNWwWWAA

L gt i Rt e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.28 ng 130389 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 1673 (11.927 min): BF102834.D (-1669) (-) m/z 73.00 100.00%
60 73
5000 129
97 115 213
TJJ 143157171185199 097 256 11.60 11.80 12.00 12.20
0 m/z 43.00 92.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073 KMVJVMAMWWWM
5000 129 LN SRR BRI S SULBRS
nmnmnmnm
m/ 60.00 88.28Y%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 79.34%
29 a7
115 | 143 199 242
101 185
ST 1 O W '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B m o
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 71.42%
5000 129
7 185 228
0 | [ | |
mz> 20 - - 50 80" 100 120 140 160 180 200 220 240 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102834.D

Aca On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample : J1473-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 4.05 ng 211408 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Cvclopentadecane 210 C15H30 000295-48-7 95
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Cvclotetracosane 336 C24H48 000297-03-0 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 2005 (13.880 min): BF102834.D (-2001) (-) m/z 57.00 100.00%
57
97
5000
125 13,60 13.80 14.00 14.20
154 - - - -
o 178197215 243 267 289 309 331 352 77 E5 00 8% 80U
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 LI B SR S B
13.60 13.80 14.00 14.20
29 ]25 m/z 43.00 83.04%
oL [ ‘ | | | 154 17919 224 251269 330
m/z--> 55 100 1%0 200 250 300 350
Abundance
55 83
210 SR AR SR SR B
13.60 13.80 14.00 14.20
5000 11 m/z 97.05 71.88%
29
139 182
o O - L —
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate A B o
57 13.60 13.80 14.00 14.20
97 m/z 83.00 68.97%
5000
29 125
o J 1 7 \ ‘ ‘L ;154 182 210 238 265283 334
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102834.D

Acq On : 8 Feb 2018 00:23

Operator : SJ/JU

Sample - J1473-05

Misc :

ALS Vial : 18 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... 2.17 9.7 ng 565195 1 6.89 1160640 20.0
Propylene Glycol 3.48 24.1 ng 1399160 1 6.89 1160640 20.0
2-Pentanone, 4-hy... 5.12 2.8 ng 164918 1 6.89 1160640 20.0
unknown6 .66 6.66 78.5 ng 4555900 1 6.89 1160640 20.0
Tetradecane 9.85 2.2 ng 148231 3 9.92 1367700 20.0
Pentadecane 10.35 2.1 ng 141661 3 9.92 1367700 20.0
Hexadecane 10.82 2.7 ng 152886 4 11.41 1143520 20.0
n-Hexadecanoic acid 11.93 2.3 ng 130389 4 11.41 1143520 20.0
Trifluoroacetoxy ... 13.88 4.0 ng 211408 5 14.05 1043460 20.0
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