LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\

Data File : BF102311.D

Aca On - 22 Jan 2018 20:43 Instrument :
Operator : SJ/JU BNA_F

Sample  : J1116-05 St
Misc i SB-42-4.5-5.0
ALS Vial : 16 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-BF012218.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 4.904 475 479 491 rBV 142379 225314 8.05% 0.871%
2 5.322 545 550 553 rBY 2740682 2710054 96.81% 10.482%
3 6.357 721 726 743 rBVY 2657305 2791919 99.74% 10.798%
4 6.487 743 748 751 rBVY 2962644 2799295 100.00% 10.827%
5 6.716 783 787 793 rBV 829777 769417 27 .49% 2.976%
6 6.869 809 813 816 rBVY 2477459 2112396 75.46% 8.170%
7 7.281 878 883 886 rBY 1881080 1695167 60.56% 6.556%
8 7.992 1001 1004 1010 rBV 1048532 1002459 35.81% 3.877%
9 9.075 1183 1188 1191 rBVY 3085474 2765465 98.79% 10.696%
10 9.469 1250 1255 1258 rBV 230575 206611 7.38% 0.799%
11 9.681 1287 1291 1294 rBV 94985 73424 2.62% 0.284%

12 9.745 1299 1302 1307 rVV 1018244 986121 35.23% 3.814%
13 10.180 1372 1376 1379 rVB 127477 101698 3.63% 0.393%
14 10.398 1408 1413 1415 rBV 34544 40509 1.45% 0.157%
15 10.533 1430 1436 1443 rBV 1379944 1372714 49.04% 5.309%

16 10.651 1453 1456 1465 rBV 119359 120395 4 _30% 0.466%

17 11.098 1529 1532 1535 rBV 52683 43991 1.57% 0.170%
18 11.233 1551 1555 1557 rBV 883942 804005 28.72% 3.110%
19 11.251 1557 1558 1562 rVB 113043 90171 3.22% 0.349%
20 11.763 1642 1645 1649 rBV2 47372 42184 1.51% 0.163%

21 12.439 1755 1760 1764 rBV 197620 199936 7.14% 0.773%
22 12.639 1791 1794 1797 rBV 244974 221117 7.90% 0.855%
23 12.669 1797 1799 1804 rVB 155545 138135 4._.93% 0.534%
24 12.816 1820 1824 1828 rBV 2083174 1994057 71.23% 7.712%

25 13.298 1904 1906 1910 rVB2 37836 39049 1.39% 0.151%
26 13.345 1911 1914 1917 rBV 276096 219934 7.86% 0.851%
27 13.386 1917 1921 1925 rBV6 23167 41032 1.47% 0.159%
28 13.674 1967 1970 1973 rBV3 46110 47420 1.69% 0.183%

29 13.710 1973 1976 1985 rVV2 354836 390024 13.93% 1.509%
30 13.868 1997 2003 2006 rBvV2 871821 1003174 35.84% 3.880%

31 13.892 2006 2007 2010 rVB 78019 41587 1.49% 0.161%
32 14.039 2030 2032 2034 rBV 54287 44492 1.59% 0.172%
33 14.068 2034 2037 2039 rBV 88056 74666 2.67% 0.289%

34 15.292 2241 2245 2253 rVB 476900 647040 23.11% 2.503%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102311.D

Aca On : 22 Jan 2018 20:43

Operator : SJ/JU

Sample : J1116-05

Misc :

ALS Vial : 16 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-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25854972
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102311.D

Aca On : 22 Jan 2018 20:43

Operator : SJ/JU

Sample : J1116-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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: BF102311.D
3000000 6,49

5.32 6.36

2500000 6.87

2000000 708
1500000
1000000 6.72

4.90 L
A |

U I e L L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102311.D
3000000 9|07

500000

2500000
12.82

2000000

1500000 10.53

7.99 9.75
1000000 11.23

500000 &% 13.34
. 124
%MQ 1018 1065 15 Hl2s )06 ' 1315039 13
| A A N A \
I I

O e A A e e A e e

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: BF102311.D
3000000

2500000

2000000

1500000

13.87

1000000

500000}

O

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\BF012218\
Data File : BF102311.D

Aca On : 22 Jan 2018 20:43

Operator : SJ/JU

Sample : J1116-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.90 5.86 ng 225314 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 478 (4.898 min): BF102311.D (-475) (-) m/z 43.00 100.00%
43
59
5000
1 460 480 500 520
83 : : : :
o...,....,....,....','.-:..??.-!.,....,....,.~...,...:,|....,. m/z 59.00 57.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L I
59 460 480 500 520
m/z 101.00 18.63%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 5.00 520
5000 m/z 58.00 16.10%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
50 4.60 4.80 5.00 5.20
m/z 41.05 8.75%
5000
a1 101
SN N N1 M. A N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102311.D

Aca On : 22 Jan 2018 20:43

Operator : SJ/JU

Sample : J1116-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 72.76 ng 2799300 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.492 min): BF102311.D (-743) (-) m/z 132.00 100.00%
132
5000
68
9 ISR R R R
40 54 28 06 6.20 6.40 6.60 6.80
o} e o S I m/z 134.00 33.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 ISR R R
a1 o7 6.20 6.40 6.60 6.80
53 - 117 m/z 68.00 27.37%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80
5000 gg 116 m/z 66.00 17.57%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole R i
132 6.20 6.40 6.60 6.80
m/z 96.00 11.44%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102311.D

Aca On : 22 Jan 2018 20:43

Operator : SJ/JU

Sample : J1116-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.06 ng 101698 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 78
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1376 (10.180 min): BF102311.D (-1372) (-) m/z 57.05 100.00%

g7
43
5000

9.80 10.00 10.20 10.40
o’ m/z 43.05 68.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71

99 113127141154 168

5000 85 (LA L B B B B
9.80 10.00 10.20 10.40
29 m/z 71.05 50.15%
oL15 ‘\ L ﬂ9113127141155169 198
”.P.”,”.w.”.“.”,”.w.”...” T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 |7 e Re Eas s S
85 9.80 10.00 10.20 10.40
5000 m/z 85.10 40.33%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 57 9.80 10.00 10.20 10.40
m/z 41.05 31.55%
5000 n
85
29
o ‘ ‘ Ly “ 99113127141155169183197 226
R T R R R R ! e AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9. 80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102311.D

Aca On : 22 Jan 2018 20:43

Operator : SJ/JU

Sample : J1116-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.99 ng 120395 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 1456 (10.651 min): BF102311.D (-1453) (-) m/z 57.05 100.00%
g7
5000 85
3 113 141 10.40 10.60 10.80 11.00
I P O S O P . m/z 43.05 73.70%
m/z--> 50 100 150 200 250 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LR UL BN UL SR
10,40 10.60 10.80 11.00
m/z 71.10 62 .24%
0 40 h Lo 1ﬁ3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300
Abundance
57
10,40 1060 10.80 11.00
5000 85 m/z 85.05 40.47%
29
ol12 13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane Rl ames S Lo
57 10.40 10.60 10.80 11.00
m/z 41.05 32.11%
5000 85
29 113
0 | ‘ I | |77 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102311.D

Aca On : 22 Jan 2018 20:43

Operator : SJ/JU

Sample : J1116-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.35 4.38ng 219934  Chrysene-di2 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 octadecanoic acid. butvl ester 340 C22HA402 000123-95-5 94

000646-13-9 46
055170-84-8 35

2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24

4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 35
5 1-Undecene, 10-methyl- 168 C12H24 022370-55-4 35
Abundance Scan 1915 (13.351 min): BF102311.D (-1911) (-) m/z 56.00 100.00%
56
5000
73 129 285 ﬁ
267
97 185
3 149168°5° 211 2% 340 13.00 13.20 13.40 13.60
0 m/z 57.05 60.76%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285 LA L L L L L L B
340 13.00 13.20 13.40 13.60
73 . 267 m/z 43.05 39.89%
97 241
o T s |
m/z--> 50 100 150 200 250 300
Abundance
57
e e A SRR EERma
13.00 13.20 13.40 13.60
5000 m/z 55.00 38.12%
29 267285
83 129
. 111 157 185 o513 241 310 340
I B L B e et e
m/z--> 50 100 150 200 250 300
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl- B B .
56 13.00 13.20 13.40 13.60
m/z 285.30 37 .56%
5000
29 83 126
N I O o T
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60

8270-BF012218 .M Tue Jan 23 13:19:11 2018

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012218\
Data File : BF102311.D

Aca On : 22 Jan 2018 20:43

Operator : SJ/JU

Sample : J1116-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 7.78 ng 390024 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Cvcloeicosane 280 C20H40 000296-56-0 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 94

Abundance Scan 1976 (13.710 min): BF102311.D (-1973) (-) m/z 57.00 100.00%

5000

:

126 154 230 13.40 13.60 13.80 14.00
ol 181 202 202 278 310 | 7055 00 97.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131393: n-Nonadecanol-1
43 83

a

5000 T T T T
13.40 13.60 13.80 14.00

6
) m/z 43.10 96.40%
o ﬁ‘ﬂhd‘ 182 210 238 266
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R B e
13.40 13.60 13.80 14.00
5000 111 m/z 83.05 86.10%

29
139 167182 210 233 266 204

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127768: Cycloeicosane T
55 13.40 13.60 13.80 14.00
83 m/z 69.10 78.40%
5000
29
o | 126 153168 196 204 252 280
RaRaam EasE s Rakm s m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012218\
Data File : BF102311.D

Acq On : 22 Jan 2018 20:43

Operator : SJ/JU

Sample : J1116-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.90 5.9 ng 225314 1 6.72 769417 20.0
unknown6 .49 6.49 72.8 ng 2799300 1 6.72 769417 20.0
Tetradecane 10.18 2.1 ng 101698 3 9.75 986121 20.0
Heptadecane, 2,6,... 10.65 3.0 ng 120395 4 11.23 804005 20.0
Octadecanoic acid... 13.35 4.4 ng 219934 5 13.87 1003170 20.0
n-Nonadecanol-1 13.71 7.8 ng 390024 5 13.87 1003170 20.0
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