LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample = J1465-01

Misc :

ALS Vial : 23 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 9 13 26 rvB 341861 513509 13.48% 1.519%
2 5.110 511 514 522 rVB 167285 203623 5.35% 0.602%
3 5.504 576 581 584 rBY 3912082 3809372 100.00% 11.270%
4 6.510 747 752 755 rBVY 3665107 3724845 97.78% 11.020%
5 6.651 772 776 780 rBY 3794244 3715164 97.53% 10.991%
6 6.886 812 816 819 rVB 1266893 1116519 29.31% 3.303%
7 7.039 838 842 846 rBY 3166845 2882291 75.66% 8.527%
8 7.445 906 911 914 rBVY 2576799 2360163 61.96% 6.982%
9 8.169 1030 1034 1037 rBV 1535575 1395618 36.64% 4.129%
10 9.239 1212 1216 1219 rBvV 3902163 3545399 93.07% 10.489%
11 9.316 1226 1229 1231 rVB 73561 54025 1.42% 0.160%

12 9.627 1279 1282 1285 rBV 182050 183837 4._.83% 0.544%
13 9.845 1312 1319 1322 rBV 180203 147745 3.88% 0.437%
14 9.922 1328 1332 1340 rBV2 1443911 1292492 33.93% 3.824%
15 10.345 1401 1404 1407 rVB 184023 139698 3.67% 0.413%

16 10.563 1436 1441 1444 rBV 42802 56756 1.49% 0.168%
17 10.710 1462 1466 1478 rVB 1789638 1681371 44.14% 4._.974%
18 10.816 1482 1484 1494 rVB 129205 139973 3.67% 0.414%
19 11.269 1558 1561 1563 rBV 61218 52478 1.38% 0.155%
20 11.410 1581 1585 1588 rBV 1267217 1055017 27.70% 3.121%

21 11.921 1665 1672 1678 rBV5 44401 66445 1.74% 0.197%
22 12.621 1788 1791 1795 rBV 73792 63254 1.66% 0.187%
23 12.851 1825 1830 1833 rBV 63181 68067 1.79% 0.201%

24 12.992 1850 1854 1858 rBV 2666718 2586038 67.89% 7.651%
25 13.451 1929 1932 1939 rVB3 187273 231010 6.06% 0.683%

26 13.880 2001 2005 2014 rBV 394581 430422 11.30% 1.273%

27 14.021 2025 2029 2030 rBV 62533 55482 1.46% 0.164%
28 14.051 2030 2034 2037 rVV 1097899 972514 25.53% 2.877%
29 14.510 2109 2112 2117 rBV2 43924 53927 1.42% 0.160%
30 14.815 2161 2164 2169 rVB 47275 55820 1.47% 0.165%
31 14.968 2187 2190 2196 rVB6 38166 41629 1.09% 0.123%
32 15.162 2219 2223 2226 rBV 70854 91130 2.39% 0.270%
33 15.533 2280 2286 2296 rBV 566882 853649 22.41% 2.525%
34 15.992 2360 2364 2368 rVB 70043 96114 2.52% 0.284%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample = J1465-01

Misc :

ALS Vial : 23 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.509 2449 2452 2458 rVB3 40975 65979 1.73% 0.195%

Sum of corrected areas: 33801375
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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\BF020718\

BF102839.D

8 Feb 2018 2:37

SJ/Ju

J1465-01

23 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

3500000

3000000

2500000

2000000

1500000

1000000

500000{2.16

TIC: BF102839.D

5|50 6.55,65

7.04

7.45

6.89

5.11

0
Time-->

5.00

5.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

8.17

TIC: BF102839.D

12.99

10.71

9.92
11.41

10.35 13.45

10,56 11.27 11,92

LE,SZ 9.63 9.8

12.6212.85 L

Ao NN
T LI B

Or——
Time-->

10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF102839.D

14.05

15.53

15.99

14.51 14.824.975.16 16.51

Time-->

14.00

18.00 18.50 19.00

16.50 17.00 17.50

14.50

15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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 9.20 ng 513509 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 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 28

Abundance Scan 12 (2.157 min): BF102839.D (-9) (-) m/z 72.95 100.00%
3
5000 43
o5 87 /L
37| 67 | 2.20 2.30 2.40 2.50 2.60
o e N P PSR N S m/z 43.00 43.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95 31.65%
: eI
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 - m/z 86.95 24 _.56%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 14 .38%
5000 43
58
0"w'“'w'mw“'w‘“'w'“l“'w'“'w'ml“'w'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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 : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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 6

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

5.11 3.65 ng 203623 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 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 514 (5.110 min): BF102839.D (-511) (-) m/z 43.00 100.00%
43
59
5000
1ot 4.80 500 5.20 5.40
ob el sl e | 78000 63,440
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LS I L
59 480 500 520 540
m/z 101.00 17.88%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.00 17.32%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e RERRE
59 4.80 500 5.20 5.40
m/z 41.00 10.61%
5000
a1 101
0 15 | 3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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 unknown6.65 Concentration Rank 1

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

6.65 66 .55 ng 3715160 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 776 (6.651 min): BF102839.D (-772) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTT T T T T T T T T T
40 54 | 75 104 6.40 6.60 6.80 7.00
48
o....,...:ll!..:,:!..?h.n',....,..5.‘?,..!.,.':..,.1.1?.,...., 1 m/z 68.00 41.29%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS N R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.79%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 27.17%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine P e
132 6.40 6.60 6.80 7.00

m/z 69.05 15.84%

5000

33 4 g7 105

60 70 78
| 51 60 P78 g | | 1s ‘

B e 1 L

m/z--> 30 40 50 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 : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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 5 Hexadecane Concentration Rank 8

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

9.85 2.29 ng 147745 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tridecane 184 C13H28 000629-50-5 83
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1320 (9.851 min): BF102839.D (-1312) (-) m/z 57.00 100.00%
57
43

5000

9.60 9.80 10.00 10.20
m/z 43.00 68.14%

0 113126 141 154 172

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane

5000 &
9.60 9.80 10.00 10.20

29 8 m/z 71.05 49.25%
L L “ 99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
9.60 9.80 10.00 10.20
5000 1 m/z 85.05 35.83%
29 85
o 99 113 127 141 155 184
R B T i L o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57 9.60 9.80 10.00 10.20
m/z 41.00 28.60%
43 71
5000 85
113
\‘ ‘\ ‘\ il 99 \‘
Ol e 2 A e Sl L shtea bt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10. OO 10 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.16 ng 139698 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 Heneicosane 296 C21H44 000629-94-7 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 78
Abundance Scan 1405 (10.351 min): BF102839.D (-1401) (-) m/z 56.95 100.00%
57
43
5000 71

10.00 10.20 10.40 10.60

113 127 155

0! m/z 43.00 55.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
a3
5000 718 LI L L I L L L L L B
S 10.00 10.20 10.40 10.60
29 % m/z 71.05 47 .63%
o Do bl 113 127 141 155 168 132 212
R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
PP T R T e T
10.00 10.20 10.40 10.60
5000 71 m/z 85.05 33.37%
85
29
o 99 113 127 141 155 169 183 197 226
R L e ot L i R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57 10.00 10.20 10.40 10.60
43 m/z 41.05 23.63%
71
5000 85
29
Omﬂ‘ ‘M?MMmmm 198
e B et e e = oI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.65 ng 139973 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 80
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1485 (10.822 min): BF102839.D (-1482) (-) m/z 57.00 100.00%
57
43 71
5000

10.60 10.80 11.00 11.20

99
113127140 169 183

0 m/z 43.00 59.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43
71
5000 LA L L L L L LB
85 10.60 10.80 11.00 11.20
29 9 m/z 71.00 57.53%
o ﬂ A h Lo 1}3127141155169182196210 240
L B o o B A o o o e e A RBRER A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 T T T T
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.00 36.48%
o 113127 141 155 169 183 197 226
B o o o e R e e e o R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane A EEEREEEs s
57 10.60 10.80 11.00 11.20
43 m/z 41.00 25.18%
71
5000 85
it 9 W
oL 15 | ‘ |, | | 7 113127141155169183 212
N B o o B RAREREARREEEE S RS SRS R REEEE R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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 3-Methoxy-5-naphthoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.45 4.75 ng 231010 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-5-naphthoic acid 202 C12H1003 007498-58-0 62
2 4-Hvdroxvamino-6-phenvlpvrimidin. .. 202 C10H10N40 1000111-25-2 35
3 n-Heptanoic acid.methvl(tetramet... 228 C12H2402Si 1000217-03-6 30
4 9-Borabicvclol3.3.1Tnonane. 9-br... 200 C8H14BBr 022086-45-9 20
5 4-Carbamoyl-3-methoxyquinoline 202 C11H10N202 020844-05-7 20
Abundance Scan 1932 (13.451 min): BF102839.D (-1929) (-) m/z 202.10 100.00%
2

5000

13.20 13.40 13.60 13.80
m/z 199.10 66.76%

01
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62539: 3-Methoxy-5-naphthoic acid
2

A
LIS L L L L L L L

13.20 13.40 13.60 13.80
m/z 213.10 54.77%

5000

159
185
45 63 77 o103 127142
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
202
13.20 13.40 13.60 13.80
5000 186 m/z 159.10 54.12%
43 77 104 128 172
o 56 90 145158
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84135: n-Heptanoic acid,methyl(tetramethylene)silyl ester
115 199 13.20 13.40 13.60 13.80
43 129 213 m/z 185.10  37.95%
87
5000 61 101
4 B 186 228
0 9 M Wl N T T N e—
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 8.85 ng 430422 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 2005 (13.880 min): BF102839.D (-2001) (-) m/z 57.00 100.00%
97
83
o e " /L_J\__,J\.J—
139 13.60 13.80 14.00 14.20
o LAPaesas 20 ' 77 55.00 93.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 LN SR BULRULE I B
13.60 13.80 14.00 14.20
29 125 m/z 43.05 87.63%
oL A, “ h | b 154 196224 269 g0
m/z--> 50 150 200 250 300 350 400
Abundance
57
83 SR AR SN S SR
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 76.68%
29 139 182 210 255 356
o1
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester S RAEEEEEEEE e
57 13.60 13.80 14.00 14.20
83 m/z 97.10 72.21%
5000 11
29 169
0..Juul.‘..‘.kliuuhfl?.g‘....2].-0...25.5... S ....40.6. T T e T
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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:

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 Heptacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.16 2.14 ng 91130 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Hexatriacontane 507 C36H74 000630-06-8 83

Abundance Scan 2223 (15.162 min): BF102839.D (-2219) (-) m/z 57.00 100.00%
57
5000 85
127 155 207 232 14.80 15.00 15.20 15.40
oL d b A 18020 232 280088 R0 60.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 L LR B BRI ISR B
mmmmmmmm
m/z 43.00 60.15%
29 113 141
0 ey J L ‘1§9‘197 225 253 281 309 337 380
m/z--> 55 100 150 260 2%0 360 3%0 460 '
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.00 40.17%
113 149
o 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #141426: Heneicosane R B T o L
57 14.80 15.00 15.20 15.40
m/z 55.00 24 .18%
85
5000
29 113
oL L. | | |7]7 141 169 197 225 253 206
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1480 1500 1520 1§4o '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102839.D

Aca On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample : J1465-01

Misc :

ALS Vial : 23 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 11 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.25 ng 96114 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Heptacosane 380 C27H56 000593-49-7 80
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 80
4 13-Methvlhentriacontane 451 C32H66 1000131-19-4 78
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
Abundance Scan 2364 (15.992 min): BF102839.D (-2360) (-) m/z 57.00 100.00%
57
5000 85
1 15,60 15.80 16.00 16.20 16.40
141162181 223 249
ol 38 d l| L O 2 A e . m/z 71.05 58.44%
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57
5000 AR R AR B
85 mmmmmmmmmm
29 ‘ m/z 43.10 47 .61%
m/z--> 50 100 150 200 250 300 350
Abundance
57
15,60 15.80 16.00 16.20 16.40
5000 m/z 85.10 41 .14%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #129498: Nonadecane, 2-methyl- A B R e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.12%
5000
85
29 3
m/z--> % @ m ﬁ 250 m @ mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102839.D

Acq On : 8 Feb 2018 2:37

Operator : SJ/JU

Sample - J1465-01

Misc :

ALS Vial : 23 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 9.2 ng 513509 1 6.89 1116520 20.0
2-Pentanone, 4-hy... 5.11 3.6 ng 203623 1 6.89 1116520 20.0
unknown6 .65 6.65 66.5 ng 3715160 1 6.89 1116520 20.0
Hexadecane 9.85 2.3 ng 147745 3 9.92 1292490 20.0
Pentadecane 10.35 2.2 ng 139698 3 9.92 1292490 20.0
Heptadecane 10.82 2.6 ng 139973 4 11.41 1055020 20.0
3-Methoxy-5-napht... 13.45 4.8 ng 231010 5 14.05 972514 20.0
Trifluoroacetoxy ... 13.88 8.8 ng 430422 5 14.05 972514 20.0
Heptacosane 15.16 2.1 ng 91130 6 15.53 853649 20.0
Tridecane 15.99 2.3 ng 96114 6 15.53 853649 20.0
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