LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090683.D

Aca On - 20 Oct 2016 15:42 Instrument :
Operator : UM/SJ BNA_F

Sample  : H5315-05 s Sk
Misc i FO-TANK-END-EAST
ALS Vial : 6 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-BF101316.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 5.068 236 239 247 rBVY 1035762 1596230 22.50% 2.424%
2 5.491 273 276 278 rBVY 5732690 6360788 89.67% 9.659%
3 6.520 362 366 368 rBY 5341141 6719896 94.73% 10.204%
4 6.646 374 377 380 rBVY 5336941 6178610 87.10% 9.382%
5 6.874 395 397 408 rBY 1398574 1652903 23.30% 2.510%
6 7.034 408 411 413 rBVY 5176344 4860215 68.51% 7 .380%
7 7.446 444 447 449 rBVY 3515838 4177610 58.89% 6.344%
8 7.549 453 456 463 rVB 162792 352040 4 _.96% 0.535%
9 8.166 507 510 512 rBVY 2209092 2281543 32.16% 3.465%
10 9.240 601 604 607 rBY 5658729 6729077 94.86% 10.218%
11 9.355 612 614 617 rVB 57496 81753 1.15% 0.124%

12 9.640 636 639 641 rBV 1403891 1564318 22.05% 2.375%
13 9.915 661 663 666 rBY 1845075 2505631 35.32% 3.805%
14 10.349 697 701 703 rBV3 56954 121924 1.72% 0.185%
15 10.715 730 733 735 rBV 3844114 4609520 64.98% 7 .000%

16 10.829 741 743 750 rVB 124016 181169 2.55% 0.275%
17 11.275 780 782 783 rBV 99803 87364 1.23% 0.133%
18 11.412 791 794 796 rBV 1696192 2389299 33.68% 3.628%
19 11.629 811 813 818 rBV 455015 609867 8.60% 0.926%
20 12.452 883 885 894 rBV 955602 1094107 15.42% 1.661%

21 12.898 919 924 926 rVB2 59445 95603 1.35% 0.145%
22 13.001 930 933 935 rBV 6627040 7093864 100.00% 10.772%
23 13.469 972 974 977 rVB 426304 578436 8.15% 0.878%
24 13.892 1009 1011 1022 rBV 203041 306761 4._.32% 0.466%
25 14.052 1022 1025 1027 rBV 1338798 1952757 27.53% 2.965%

26 15.492 1148 1151 1166 rBV 1113325 1515972 21.37% 2.302%

27 16.441 1230 1234 1240 rVB2 38140 85082 1.20% 0.129%
28 17.698 1340 1344 1353 rVB2 20961 71428 1.01% 0.108%
Sum of corrected areas: 65853767
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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:\HPCHEMI\BNA F\DATA\BF102016\

BF090683.D

20 Oct 2016 15:42

UM/SsJ

H5315-05 :
FO-TANK-END-EAST

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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14.
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T
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090683.D

Aca On : 20 Oct 2016 15:42

Operator : UM/SJ

Sample - H5315-05 AN e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 3

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

5.07 19.31 ng 1596230 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 239 (5.068 min): BF090683.D (-236) (-) m/z 43.10 100.00%
43
59
5000
10 480 500 520 540
O Sy 5360 88 | se 10 57, 16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 5.20 5.40
m/z 101.10 16.52%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.80 500 5.20 5.40
5000 m/z 58.10 16.25%
41
0 53 73 86 m
UL UL SO SR SR UL SURBLEL ILLLELN SR S WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T T
59 4.80 500 5.20 5.40
m/z 41.10 8.89%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090683.D

Aca On : 20 Oct 2016 15:42

Operator : UM/SJ

Sample - H5315-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.65 Concentration Rank 1

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

6.65 74.76 ng 6178610 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 377 (6.646 min): BF090683.D (-374) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 640 6.60 6.80 7.00
0 .':7?...],41.0?.1.1?.. || m/Z  68.10  47.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BRI SRR SR
6.40 6.60 6.80 7.00
31 51 m/z 134.00 33.51%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.05 30.04%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 19.06%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
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 : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090683.D

Aca On : 20 Oct 2016 15:42

Operator : UM/SJ

Sample - H5315-05 AN e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

7.55 3.09 ng 352040 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 45
3 1.4-Dioxane 88 C4H802 000123-91-1 43
4 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 36
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 36

Abundance Scan 456 (7.549 min): BF090683.D (-453) (-) m/z 73.10 100.00%
7B
5000
41 /tv\_
101 LN AR LA A R b
AH | 12 152 720 7.40 7.60 7.80
ol L e m/z 88.05 77.70%
m/z--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
88
5000 LN LA LU N R
57 720 7.40 7.60 7.80
m/z 57.10 36.56%

116
l Ww e k
m/z--> 0 100 150 200 250 300 350
Abundance
43 88 e

7.20 7.40 7.60 7.80

5000 m/z 41.10 32.39%
69
0 109 135155173 214 242 272 294313 355
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #2011: 1,4-Dioxane R L B
8 720 740 760 780

m/z 55.10 24 .45%

5000 88
58
0! L \‘

T
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090683.D

Aca On : 20 Oct 2016 15:42

Operator : UM/SJ

Sample - H5315-05 AN e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 5-Octadecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.63 5.10 ng 609867 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
2 1-Tetradecanol 214 C14H300 000112-72-1 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 91
Abundance Scan 813 (11.629 min): BF090683.D (-811) (-) m/z 55.05 100.00%
55
A 69 oo

5000

-

111 «_/\«.___\__J

11.40 11.60 11.80 12.00
m/z 43.10 86.79%

o 125140154 179

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)-
55

-

69 83

5000 97 L o BB e

11.40 11.60 11.80 12.00
111 m/z 69.10 80.70%

2
o J 1l 125130154168182196 204 252
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 69 83
97 M
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
41 11.40 11.60 11.80 12.00
5000 11 m/z 57.10 76.26%
125
168

o 2 140454 196 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I I

Abundance #127770: 9-Eicosene, (E)- R S
11.40 11.60 11.80 12.00

m/z 83.10 72 .64%

97

5000

125

139153168182196210224 252 280
A RRARRAe e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1140 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090683.D

Aca On : 20 Oct 2016 15:42

Operator : UM/SJ

Sample - H5315-05 AN e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 7-Hexadecene, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.45 9.16 ng 1094110 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 97
2 Cvclotetradecane 196 C14H28 000295-17-0 97
3 1-Hexadecanol 242 C16H340 036653-82-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
Abundance Scan 885 (12.452 min): BF090683.D (-883) (-) m/z 55.10 100.00%
43 55 69 83
5000
125 1220 12.40 12.60 12.80
139
o 154 168 182 196 224 n/z 43.10 88 43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81249: 7-Hexadecene, (2)-
55
43 69
97 12.20 12.40 12.60 12.80
11 m/z 57.10 87.99%
0 \‘ h‘ ‘Mh | 125 140 154 167 181 196 224
m/z--> 20 ' 80 100 120 140 160 180 200 220
Abundance
41 55
69
83 12.20 12.40 12.60 12.80
0
5000, 97 m/z 83.10 87.20%
111
o 125 139 153 168 196
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95985: 1-Hexadecanol R A mEERE R
43 5 12.20 12.40 12.60 12.80
69 &3 m/z 69.10 87.05%
97
5000
29 111
0 | 18 H ‘H ‘\ m 140 154 168 182 196 224
m/z--> 20 40 60 100 120 140 160 180 200 220 12.20 12,40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090683.D

Aca On : 20 Oct 2016 15:42

Operator : UM/SJ

Sample - H5315-05 AN e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.47 5.92 ng 578436 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 91
2 Dodecanamide 199 C12H25NO0 001120-16-7 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 56
4 Decanamide- 171 C10H21NO 002319-29-1 56
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 46
Abundance Scan 974 (13.469 min): BF090683.D (-972) (-) m/z 59.10 100.00%
5o
5000
41
R R
8l 938112126 13.20 13.40 13.60 13.80
ol 10154168 184108 238 m/z 72.10 63.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 L UL UL BN B
13:20 1340 13.60 13.80
81 m/z 55.10 36.30%
) 2 8112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
113.20 13.40 13.60 13.80
5000 m/z 41.10 31.23%
0g 43
oL15 86 100114128142156170184 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83609: Tetradecanamide R e
509 13.20 13.40 13.60 13.80
m/z 43.10 23.70%
5000 M
o 28 \\ W %6100114128 149 170184198 227
m/z--> 20 40 65 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\BF102016\

Data File : BF090683.D

Aca On : 20 Oct 2016 15:42

Operator : UM/SJ

Sample - H5315-05 AN e
Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.14 ng 306761 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1011 (13.892 min): BF090683.D (-1009) (-) m/z 57.10 100.00%
5000
111
U SRS BN UM B
139 13.60 13.80 14.00 14.20
o JL-'.16.7..?0.7...,....,....,.... m/z 43.10 93.05%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 LI SURILRR BRI UL SUM
29 111 13.60 13.80 14.00 14.20
m/z 55.10 91.02%
o4l H \\“ | L L155 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
|13.60 13.80 14.00 14.20
5000 11 m/z 83.10 82.61%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol S menaee
57 o7 13.60 13.80 14.00 14.20
m/z 69.10 79.14%
5000
125
o 20, ‘ ‘ L L \193,181 209 236 264 292 320 350 378
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\BF102016\

Data File : BF090683.D

Acg On : 20 Oct 2016 15:42

Operator : UM/SJ

Sample - H5315-05 FO-TANK-END-EAST
Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.07 19.3 ng 1596230 1 6.87 1652900 20.0
unknown6 .65 6.65 74.8 ng 6178610 1 6.87 1652900 20.0
Hexanoic acid, 2-... 7.55 3.1 ng 352040 2 8.17 2281540 20.0
5-Octadecene, (E)- 11.63 5.1 ng 609867 4 11.41 2389300 20.0
7-Hexadecene, (2)- 12.45 9.2 ng 1094110 4 11.41 2389300 20.0
9-Octadecenamide, ... 13.47 5.9 ng 578436 5 14.05 1952760 20.0
3-Eicosene, (E)- 13.89 3.1 ng 306761 5 14.05 1952760 20.0
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