LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 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 2.163 6 13 21 rVB 555677 740015 14.58% 1.716%
2 5.122 513 516 525 rVB 159439 212528 4_.19% 0.493%
3 5.510 576 582 585 rBVY 4692308 5075519 100.00% 11.772%
4 6.516 747 753 756 rBVY 4179652 4993305 98.38% 11.582%
5 6.657 772 777 780 rBVY 4764621 4876364 96.08% 11.310%
6 6.886 812 816 819 rBVY 1301652 1125866 22.18% 2.611%
7 6.939 821 825 834 rBV 87178 80321 1.58% 0.186%
8 7.045 838 843 846 rBY 3606972 3552936 70.00% 8.241%
9 7.451 906 912 915 rBVY 3235238 3331500 65.64% 7.727%
10 8.169 1030 1034 1037 rBvV 1724030 1441582 28.40% 3.344%

11 9.245 1212 1217 1220 rBV 4568594 4397954 86.65% 10.201%
12 9.316 1226 1229 1231 rVB 90556 67177 1.32% 0.156%
13 9.510 1258 1262 1268 rBV 220058 179553 3.54% 0.416%
14 9.633 1279 1283 1286 rBV 473750 421719 8.31% 0.978%
15 9.845 1316 1319 1323 rBV 244494 181097 3.57% 0.420%

16 9.921 1328 1332 1340 rVV 1537093 1457451 28.72% 3.380%
17 10.345 1401 1404 1407 rVB 276326 203275 4.01% 0.471%
18 10.563 1437 1441 1444 rBV 62904 82459 1.62% 0.191%
19 10.715 1463 1467 1477 rVB 2504546 2464621 48.56% 5.716%
20 10.815 1482 1484 1494 rVB 198170 222046 4._.37% 0.515%

21 11.268 1558 1561 1563 rBV 77927 66715 1.31% 0.155%
22 11.410 1582 1585 1589 rBV 1305783 1213348 23.91% 2.814%
23 11.927 1669 1673 1682 rBV 182256 213003 4._.20% 0.494%

24 12.627 1789 1792 1795 rBV 52872 51954 1.02% 0.121%
25 12.809 1819 1823 1826 rBV 120344 99820 1.97% 0.232%
26 12.998 1850 1855 1858 rBV 3281854 3239466 63.83% 7.514%
27 13.468 1930 1935 1940 rBV 58985 71215 1.40% 0.165%
28 13.515 1940 1943 1946 rVB2 72599 70118 1.38% 0.163%

29 13.880 2002 2005 2017 rBV 708076 682614 13.45% 1.583%
30 14.051 2030 2034 2038 rBV 1063674 1056137 20.81% 2.450%

31 14.515 2109 2113 2120 rBV2 61258 88325 1.74% 0.205%
32 15.539 2281 2287 2296 rBV2 762226 1054501 20.78% 2.446%
33 16.050 2370 2374 2382 rBV2 54294 99678 1.96% 0.231%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 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-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 43114182
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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

Z:\HPCHEM1I\BNA F\DATA\BF020918\

BF102895.D

9 Feb 2018 18:10

SJ/Ju

J1506-08

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000
2.16

TIC: BF102895.D
51

6.52

66

7.05
7.45

6.89

0

Time-->

4.00

4.50

™1
2.50

3.00

T
3.50 5.00

Abundance

4000000

3000000

2000000

1000000

8.17

TIC: BF102895.D

9,24

10.72

9.92
11.41

.63
32951

10.34
| 10.56

9.8
110.82 11.27 11.93

13.00

12.632.81 133132

Or—r—r
Time-->

11.50

10.00

9.50 10.50 11.00

12.00

12.50

=
13.50

13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF102895.D

14.05
15.54

13.88

14.52 16.05

17.50

16.50 17.00

15.50 16.00

14.00

14.50 15.00

Time-->

18.00

18.50 19.00

8270-BF020318.M Mon Feb 12 09:54:39 2018

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 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 3

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

2.16 13.15 ng 740015 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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.157 min): BF102895.D (-6) (-) m/z 73.00 100.00%
7B
5000 43 (s
55
87
a1, 67 |1, 79 | 2.20 2.30 2.40 2.50 2.60
o S 7 1 S PR 1 - S — m/z 43.00 45_46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HN R U IR IR U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 31.98%
A T
mz-> 20 % 4 s'o 60 70 8 90 100 110 120 130
Abundance
73
87 R IR IR IURE UL U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.10 22.82%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R Raaa e AR R
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 14 .65%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” AR AR RS DA R
m/z--> 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\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.12 3.78 ng 212528 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 42
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 9

Abundance Scan 516 (5.122 min): BF102895.D (-513) (-) m/z 43.00 100.00%
43
59
5000
101 4.80 500 5.20 5.40
ot e 20T 7y 50.00  56.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L L I
59 480 500 520 540
m/z 101.00 17.54%
15 4 101
mi 1y ' 83 L ‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 540
5000 m/z 57.95 16.55%
41
73 86
e L L I S L S S B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A REEEREEEEE S
50 4.80 500 5.20 5.40
m/z 40.95 8.81%
5000 41
o [l s 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.66 Concentration Rank 1

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

6.66 86.62 ng 4876360 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 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 778 (6.663 min): BF102895.D (-772) (-) m/z 132.00 100.00%
132
5000 68
0 st || o 08 e o | &k 5k 6k Tho
o} m/z 68.00 35.98%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR RS R L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34 .37%
OHHL'“V“WW'W“JV“W'HWH“V'“V“W“"““V“"HWH“V'“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
132
" 640 6.60 680 7.00
5000 67 m/z 66.00 24.75%
41 97
53 117
79
0 89 || 105
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14144: 5-Fluoro-2-chloropyrimidine R i
132 6.40 6.60 6.80 7.00
m/z 69.00 13.53%
5000
33 44 g7 105
| | 529 P | s
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 150 160 170 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 2-Ethylhexyl mercaptoacetate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.51 2.46 ng 179553 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 80

2 Decane. 5.6-dipropvl- 226 C16H34 119209-20-0 53
3 Decane. 4-methvl- 156 C11H24 002847-72-5 50
4 Octane. 3-ethvl- 142 C10H22 005881-17-4 50
5 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 50
Abundance Scan 1262 (9.510 min): BF102895.D (-1258) (-) m/z 57.00 100.00%
57
43 1
5000
83 112 9.20 9.40 9.60 9.80
o o 1 m/z 70.95 61.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63704: 2-Ethylhexyl mercaptoacetate
57
43 &
5000
9.20 9.40 9.60 9.80
a3 112 m/z 43.00 58.20%
0 15 “ \‘\ “ “\ \‘m ‘\ \97 ‘ 129 145157 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
71
9.20 9.40 9.60 9.80
5000 43 m/z 41.00 43.09%
112
29 83
0 99 127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28426: Decane, 4-methyl- ST R T T
43 71 9.20 9.40 9.60 9.80
57 m/z 55.00 30.05%
5000
29
112
oL.15 H ‘ ‘L ?F 98 | 126 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 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 Hexadecane Concentration Rank 9

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

9.84 2.49 ng 181097 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 1318 (9.839 min): BF102895.D (-1316) (-) m/z 57.00 100.00%
57
43
71
5000
85
99 113 9.60 9.80 10.00 10.20
0...,....',':..| ol 2L 2 m/z 43.00 77.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n AR UL RN UL B
g5 9.60 9.80 10.00 10.20
29 m/z 71.00 53.39%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 85 m/z 41.00 35.47%
29
ol 15 9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester B R et
57 9.60 9.80 10.00 10.20
m/z 85.00 33.38%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 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 Octacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.82 3.66 ng 222046 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 78

Abundance Scan 1485 (10.821 min): BF102895.D (-1482) (-) m/z 57.00 100.00%
57
5000
85
113 10.60 10.80 11.00 11.20
o hd iy g0t 3% m/z 43.00 63.17%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 IR RN SRR RN R
85 10.60 10.80 11.00 11.20
29 m/z 71.00 58.41%
N h | | 112 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3%0 '
Abundance
57
"' 10,60 10.80 11.00 11.20 |
5000 m/z 85.00 35.27%
85
29
0 113 141 169 197 226
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #94345: Heptadecane LI B B B L e e |
57 10.60 10.80 11.00 11.20
m/z 41.00 29.57%
5000 85
29
o b /M 141 160 196 240
m/z--> 55 160 1%0 260 250 360 3%0 ' 10%0 1dso 1150 1150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 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 7
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.51 ng 213003 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 20
5 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 18
Abundance Scan 1673 (11.927 min): BF102895.D (-1669) (-) m/z 73.00 100.00%
48 73
5000 ﬂ\\ﬂwu
129
o 115 213 AR AR AR RAAARAREY
| 143157171185, 0“7 57 56 11.60 11.80 12.00 12.20
Ol A m/z 43.00 99.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LN SULEULE BRSNS UL
nmumnmnm
m/z 60.00 97 .34Y%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12.00 12.20
5000 129 m/z 57.00 85.31%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid O B AL i o EEM e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 85.19%
5000 129
. 185 228
01115 | 143,171
0:: III”I‘ H“ \ml} H‘ - |‘||:|I-|57|||||‘||1|99||25L|3||‘||||||||| - I A oI e
m/z--> 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 : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102895.D

Aca On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample : J1506-08

Misc :

ALS Vial : 21 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 12.93 ng 682614 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 2005 (13.880 min): BF102895.D (-2002) (-) m/z 57.00 100.00%
o7
83
5000
111
139 13.60 13.80 14.00 14.20
ol LlnPes 106204 21 | s, 55.00  92.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55

:

I

13.60 13.80 14.00 14.20
m/z 43.00 87.76%

5000

7
\“ 1I} \ ‘ \H\ ‘:

‘\ h ‘167 196 238 266 294
e e o o
m/z--> 50 200 250 300 350 400

Abundance
3 ,_AJ\»A_—_J
83

13.60 13.80 14.00 14.20

o

:

5000 11 m/z 83.00 77.28%
29 139 169 210 255 406
ol L iy o R
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester R R s R s
13.60 13.80 14.00 14.20
8 m/z 69.00  73.56%
5000 111
29 ’ 140
AEMER SR NS NN NS PO N— -
m/z--> 50 100 150 200 250 300 350 400 13 60 13 80 14. OO 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020918\
Data File : BF102895.D

Acq On : 9 Feb 2018 18:10

Operator : SJ/JU

Sample - J1506-08

Misc :

ALS Vial : 21 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 13.2 ng 740015 1 6.89 1125870 20.0
2-Pentanone, 4-hy... 5.12 3.8 ng 212528 1 6.89 1125870 20.0
unknown6 .66 6.66 86.6 ng 4876360 1 6.89 1125870 20.0
2-Ethylhexyl merc... 9.51 2.5 ng 179553 3 9.92 1457450 20.0
Hexadecane 9.84 2.5 ng 181097 3 9.92 1457450 20.0
Octacosane 10.82 3.7 ng 222046 4 11.41 1213350 20.0
n-Hexadecanoic acid 11.93 3.5 ng 213003 4 11.41 1213350 20.0
1-Heneicosanol 13.88 12.9 ng 682614 5 14.05 1056140 20.0
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