LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample = H5940-05

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-BF120916.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 4.956 248 251 261 rBVY 1782360 2455146 37.18% 3.932%
2 5.390 286 289 291 rBVY 6163727 6431251 97.39% 10.301%
3 6.430 377 380 382 rVB 5720881 6343062 96.06% 10.160%
4 6.487 382 385 387 rVB 188581 231549 3.51% 0.371%
5 6.556 388 391 393 rBVY 6803465 6603322 100.00% 10.577%
6 6.785 409 411 413 rBVY 2021373 1684659 25.51% 2.698%
7 6.910 420 422 423 rBV 517111 619064 9.38% 0.992%
8 6.945 423 425 427 rVB 5131131 5034822 76.25% 8.064%
9 7.356 457 461 463 rBV 2942772 4250941 64.38% 6.809%
10 7.459 466 470 474 rVB 82272 128302 1.94% 0.206%

11 8.065 521 523 526 rBVY 1586586 1929070 29.21% 3.090%
12 9.150 615 618 620 rBV 6775940 6017025 91.12% 9.638%
13 9.265 627 628 630 rvB 113381 98117 1.49% 0.157%
14 9.390 637 639 643 rBvV 64222 79115 1.20% 0.127%
15 9.550 650 653 655 rBvV 1332974 1787193 27.07% 2.863%

16 9.768 670 672 673 rVB 84727 77762 1.18% 0.125%
17 9.825 673 677 679 rBV 2528608 2253862 34.13% 3.610%
18 10.259 714 715 717 rVB 152662 160333 2.43% 0.257%
19 10.488 731 735 738 rBV2 76985 192518 2.92% 0.308%
20 10.545 738 740 741 rVvV 461031 402214 6.09% 0.644%

21 10.613 743 746 748 rBV 3311551 3581510 54.24% 5.737%
22 10.739 755 757 762 rBV 229641 330298 5.00% 0.529%
23 11.185 794 796 797 rBV 174955 158354 2.40% 0.254%
24 11.299 804 806 809 rBV 1597120 1635669 24.77% 2.620%
25 11.539 824 827 832 rBV 65591 104484 1.58% 0.167%

26 11.836 851 853 858 rBv2 132535 231925 3.51% 0.371%
27 12.419 902 904 907 rVB 364771 396296 6.00% 0.635%
28 12.511 910 912 914 rBV 153370 141505 2.14% 0.227%
29 12.739 928 932 933 rBV 101212 121740 1.84% 0.195%
30 12.888 942 945 948 rBV 3938871 3758273 56.91% 6.020%

31 13.471 993 996 999 rBV2 78650 135392 2.05% 0.217%
32 13.791 1021 1024 1027 rBV 374113 438811 6.65% 0.703%
33 13.939 1034 1037 1039 rBV 1108133 1587123 24.04% 2.542%
34 14.420 1078 1079 1082 rBV 77004 112082 1.70% 0.180%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample = H5940-05

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.785 1109 1111 1113 rBV 99427 104433 1.58% 0.167%

36 14.854 1115 1117 1121 rVB2 71143 91013 1.38% 0.146%
37 14.945 1123 1125 1129 rVB 69170 153613 2.33% 0.246%
38 15.037 1130 1133 1136 rBV2 128369 204502 3.10% 0.328%
39 15.220 1147 1149 1152 rVB 44414 66645 1.01% 0.107%
40 15.277 1152 1154 1157 rVV 43773 72661 1.10% 0.116%

41 15.345 1157 1160 1162 rVV 909997 1226153 18.57% 1.964%
42 15.391 1162 1164 1168 rVB 79061 133770 2.03% 0.214%
43 15.791 1196 1199 1202 rBVY 122800 206798 3.13% 0.331%
44 16.260 1237 1240 1244 rBV2 68648 139227 2.11% 0.223%
45 16.797 1285 1287 1299 rVB2 63759 199962 3.03% 0.320%

46 18.603 1440 1445 1450 rBV2 106054 320945 4._86% 0.514%

Sum of corrected areas: 62432511
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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\BF121516\

BF091644.D

15 Dec 2016 22:32

UM/SsJ

H5940-05

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.96 29.15 ng 2455150 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.956 min): BF091644.D (-248) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 460 480 500 520
...,....,....,....-,':...,..:J,...?,l.-?..??:(.’.,....~,|....,....,....,....,...., m/z 59.10 57.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA R AL L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 19.62%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 480 500 520
5000 m/z 58.10 14.81%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.24%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.56 Concentration Rank 1

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

6.56 78.39 ng 6603320 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 391 (6.556 min): BF091644.D (-388) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 rrrrTyTTTTT T T T T T T
40.0 540 J 6.20 6.40 6.60 6.80
S0 T .2 S | m/z 68.10 46.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SRR A S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34.01%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 680
5000 m/z 66.10 29.50%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.96%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN | D | S
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 4

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

6.91 7.35 ng 619064 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl-4-(1-methy... 136 C10H16 005989-54-8 94
2 D-Limonene 136 C10H16 005989-27-5 93
3 Cvclohexene. 1l-methvl-4-(l1-methy... 136 C10H16 007705-14-8 68
4 Limonene 136 C10H16 000138-86-3 68
5 Cyclohexanol, 1-methyl-4-(1-meth... 196 C12H2002 010198-23-9 64

Abundance Scan 422 (6.910 min): BF091644.D (-420) (-) m/z 68.10 100.00%
68.1
93.0
5000 0.1
390 531 107.1 121.1

|| | | | 6.60 6.80 7.00 7.20
SRS | S N SO A 1 N T O P A m/z 67.05 78.59%
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

gl VAl
” | | 136.2 e R m e
Il |I Ll )

Abundance #15340: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
68.0
5000 93.0
39.0 g 79.0 6.60 6.80 7.00 7.20
27.0 107.0 1210 m/z 93.05 73.78%
L A e L T T 1360
SRS | S e N S A TN | T M A i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68.0
93.0 6.60 6.80 7.00 7.20
5000 m/z 79.10 36.60%
41.0 530 79.0 107.0 121.0 136.0
27.0
15.0
mmwwmmﬁwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15347: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (.+/-.)-
68.0 6.60 6.80 7.00 7.20
m/z 94.10 30.74%
5000 93.0
39.0
53.0 107.0
180 j 79‘.0 | | 1210 136.0
.WH.MHNWH.JL.WHMWuW,”ﬂﬂt.whhw”un”.wh.w“uw”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl10.54 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.54 3.57 ng 402214 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthol. 6.7-dimethvl- 172 C12H120 031776-14-4 41
2 Pvrazine. 2-hvdroxv-5-phenvl- 172 C10H8N20 025844-72-8 27
3 3-n-Hexvlthiolane 172 C10H20S 001613-50-9 23
4 2.5-Dimethvl-3-phenvlfuran 172 C12H120 019842-57-0 22
5 Tetroquinone 172 C6H406 000319-89-1 16
Abundance Scan 740 (10.545 min): BF091644.D (-738) (-) m/z 172.05 100.00%
1721
87.0
5000
630 TyfrrryrrrryrrrrprroTT
390 10.20 10.40 10.60 10.80
L e e e m/z 101.00 64 .48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37530: 1-Naphthol, 6,7-dimethyl-
172.0
5000 e
1570 10.20 10.40 10.60 10.80
”50390 : m/z 86.95 53.44%
miz--> 20 40 60 8'0 100 150 1210 % 1%
Abundance
172.0
144.0 10.20 10.40 10.60 10.80
5000 m/z 144.10 31.18%
90.0 117.0
41.0 63.0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #37360: 3-n-Hexylthiolane SN (WYL S —
101.0 10.20 10.40 10.60 10.80
m/z 86.00 30.69%
8r.0 172.0
55.0 :
5000 69.0 115.0
Ll L 1| 29010 .
...|....|..HH,‘...”.,H.‘..l‘,‘..‘.l,..‘..,....,...‘.,.
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.74 4.04 ng 330298 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 757 (10.739 min): BF091644.D (-755) (-) m/z 57.10 100.00%

51.1

5000

10.40 10.60 10.80 11.00
m/z 43.10 66.19%

141.1 169.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57.0
85.0
5000 LI L L L L LB LB L B}
10.40 10.60 10.80 11.00
29.0 m/z 71.10 65.52%
T4l (1130 1410 1600 1970 2400
”w.”q.”q.”q”.q”.w”.w“..“..“..”..”..”.w”.w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R e B REERE R o)
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 45.71%
29.0

113.0 141.0 169.0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane RS e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.89%
5000
85.0
29.0
‘\ L el i) 14101690 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.84 ng 231925 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tritetracontane 605 C43H88 007098-21-7 20
4 Tetratetracontane 619 C44H90 007098-22-8 18
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 18
Abundance Scan 853 (11.836 min): BF091644.D (-851) (-) m/z 43.05 100.00%
44
11160 11.80 12.00 12,20
m/z 60.00 92 .89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #92227: n-Hexadecanoic acid
43.0
5000
11.60 11.80 12.00 12.20
120.0 256.0 m/z 73.00 92 .06%
T H mM""l'%ggf{“"lh"'|""|""|""|""|""|""|"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43.0
'”'I”"A"W"”I'”
11.60 11.80 12.00 12.20
5000 m/z 57.10 75.75%
1290 242.0
185.0
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane R B il RS,
57.0 11.60 11.80 12.00 12.20
m/z 41.10 74 .20%
- f\,««ﬁvhwk\pAA\wa\“A,~va¢
1? 169.0 2250 281.0 337.0 393.0 463.0 519.0 575.0
m/z--> 50 160 150 200 250 300 350 400 4éo 500 séo 660 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl2.42 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1242 4.85ng 306296  Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 santolina epoxide 152 C10H160 060485-45-2 35

055334-18-4 22
1000192-26-1 22
034960-41-3 22
1000111-72-7 22

2 9.9"-Biphenanthrene. octacosahvdro- 382 C28H46
3 1.2-Dibromo-1-methvl-cvclohexane 254 C7H12Br2
4 4-(Bromomethvlcvclohexene 174 C7H11Br
5 trans,cis-1,7-Dimethylspiro[4.5]... 166 C12H22

Abundance Scan 904 (12.419 min): BF091644.D (-902) (-) m/z 95.05 100.00%
93.0
5000 55.1
189.1
T REEEE S e e
11611 990,9257.3 12.00 12.20 12.40 12.60 12.80
T m/z 107.05 60.90%
m/z--> 50 100 150 200 250 300 350
Abundance #23957: Santolina epoxide
95.0
67.0
5000
12.00 12.20 12.40 12.60 12.80
m/z 55.10 42 .10%
iy =0
Al
m/z--> 50 100 150 200 250 300 350
Abundance
95.0 190.0
Al REmaEmams R
67.0 12.00 12.20 12.40 12.60 12.80
5000 m/z 81.05 39.50%
135.0
39.0
218.0247.0 286.0314.0342.0 382.0
A A b S S e T e
m/z--> 50 100 150 200 250 300 350
Abundance #91112: 1,2-Dibromo-1-methyl-cyclohexane A AR maa s
95.0 12.00 12.20 12.40 12.60 12.80
m/z 93.10 37.97%
5000
39.0 67.0 177.0
O I Y e e
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Eicosene, (E)- Concentration Rank 5

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

13.79 5.53 ng 438811 Chrysene-di12 13.94

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91

2 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
3 1-Nonadecene 266 C19H38 018435-45-5 91

4 1-Hexadecanol 242 C16H340 036653-82-4 90

5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 1024 (13.791 min): BF091644.D (-1021) (-) m/z 57.10 100.00%

5000
. 1391 1682 1952 2231 2531 2821
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
57.
5000
29.0 111.0
“ | 139.0 167.0 196.0 224.0 252.0 280.0
RARRRERREEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
69.0
5000

mwmwwwwwwmm
20 40 60 80 100 120 140 160 180 200 220 240 260 280

97.0

125.0 169.0 210.0

%

13.40 13.60 13.80 14.00 14.20

m/z 43.05 97 .09%

3

13. 40 13 60 13. 80 14. OO 14 20

m/z 83.10 95.69%

E

13.40 13.60 13.80 14.00 14.20

m/z-->
Abundance A #98171: 1-Nonadecene
5000
125.0
154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 55.10 91.09%

-

13.40 13.60 13.80 14.00 14.20

m/z 69.10 83.94%

5

13. 40 13 60 13. 80 14. OO 14 20

8270-BF120916.M Fri Dec 16 17:24:46 2016
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF121516\
BF091644.D

15 Dec 2016 22:32

UM/SJ

H5940-05

18 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 11

Peak Number

11 2-Bromo dodecane

R.T. EstConc Area Relative to ISTD R.T.
15.04 3.34 ng 204502 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 1133 (15.037 min): BF091644.D (-1130) (-) m/z 57.10 100.00%
5%.1
a1 2.1 "8 1500 1630 1540
141.1 . . . .
ol ,I. WA 1831221 U 2862 3323653 Lo 71.10  67.31%
m/z--> 50 100 150 200 250 300 350
Abundance #86886: 2-Bromo dodecane
57.0
5000 LR S UL BN B
85.0 1480 15.00 15,20 15.40
29.0 m/z 43.10 56.06%
: ‘ ﬁl&O 169.0
Al w00 80
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
' 14:80 15.00 15.20 1540
5000 85.0 m/z 85.10 50.57%
29.0
113.0141.0169.0197.0225.0254.0
m/z--> 56 160 1éo 260 2éo 360 3%0
Abundance #136482: Tetracosane AN EEa TS S S
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.31%
85.0
5000
3Q0« M I ‘ﬂ }4101690197022502530281030903330
m/z--> 5'0 100 150 2(')0 250 300 3%0 14.80 15. 00 15 20 15. 40

8270-BF120916.

M Fri Dec 16 17:24:47 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.79 3.37 ng 206798 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
Abundance Scan 1199 (15.791 min): BF091644.D (-1196) (-) m/z 57.10 100.00%
57.1
5000 8t J\/\NV/\M,A
15.40 15.60 15.80 16.00 16.20
1411
] 1hd “ Lot 10L 2121 24812792 3212 85720 nsn71.10 71.23%
m/z--> 50 1 o 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 AL SO IR SN
85.0 15. 40 15 60 15. 80 16. oo 16 20
29.0 m/z 43.10 59.86%
- ‘ | 4. M30rote00 om0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15,40 15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10 48.01%
29.0 113'0141-0169.0197.0 226.0
m/z--> §o 160 150 200 250 300 3%0
Abundance #115570: Heneicosane I RREEEREE s T
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.10 26.15%
85.0
5000
29.0 113.0
(L ] 1410160.0197.02250253,0 2960
m/z--> % @ 150 2& 250 %o 3m 1mmmmmmmmwo

8270-BF120916.M Fri Dec 16 17:24:48 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 14 Docosane, 11-decyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.80 3.26 ng 199962 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 53
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 53
3 Undecane. 3-methvl- 170 C12H26 001002-43-3 47
4 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 47
5 Octadecane 254 C18H38 000593-45-3 47
Abundance Scan 1287 (16.797 min): BF091644.D (-1285) (-) m/z 57.10 100.00%
57.1
5000 W]\\Mld\
97.1 LN BRI SUNIR SURIUR B
27.0156.0 1901 236.1 289.2 3292 16.40 16.60 16.80 17.00 17.20
i m/z 71.10 73.08%
m/z--> 50 100 150 200 250 300 350
Abundance #164415: Docosane, 11-decyl-
57.0
5000 SRR SR SURIUR SR
16,40 16.60 16.80 17.00 17.20
m/z 43.10 66.17%
o M 90 a0 aemo %0 ssoouno.
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
16.40 16.60 16.80 17.00 17.20
0
5000 85.0 m/z 85.10 63.16%
1270 169.0  225.0p550 295.0 337.0 W\L/\/\
m/z--> 50 100 150 200 250 300 350 '
Abundance #36168: Undecane, 3-methyl- A B
57.0 16.40 16.60 16.80 17.00 17.20
m/z 69.10 24 .93%
5000
27‘.0‘ 99.0 1410
| [ |
m/z--> 50 100 150 200 250 300 350 ' 16.40 16.60 16.80 17.00 17.20

8270-BF120916.M Fri Dec 16 17:24:48 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121516\
Data File : BF091644.D

Aca On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample : H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 15 unknownl18.60 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.60 5.23 ng 320945 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(3.7-Dimethvl-octa-2.6-dienvl)... 258 C17H2202 1000192-28-0 35
2 4,9.13.17-Tetramethvl-4.,8.12.16-... 316 C22H360 056882-09-8 35
3 Piperazine. 1-(2-furanvlcarbonvl)- 180 C9H12N202 040172-95-0 27
4 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 25
5 Trichloro(2-pentenyl)silane 202 C5H9OCI3Si 1000109-99-7 25
Abundance Scan 1445 (18.603 min): BF091644.D (-1440) (-) m/z 69.10 100.00%
5000
161.1 T
h 2052 52732 3413 4263 | 18.20 18.40 18.60 18.80 19.00
A m/z 95.10 72.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #93414: 3-(3,7-Dimethyl-octa-2,6-dienyl)-4-hydroxy-benzald...
69.0
5000 1230 LA UL SUMILN UL B
161.0 18.20 18.40 18.60 18.80 19.00
m/z 123.10 56.81%
27,q ‘ ‘ 215.0 258.0
il f”.“‘ ‘d‘\ I‘Hlm‘\l\‘\Im‘lu\nlhlml | .‘h. \.l | B e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
18.20 18.40 18.60 18.80 19.00
5000 m/z 55.10 54 _.14%
137.0 ﬁ/\d\ka/\AVU\%ATV
29.0 105.0 192.0  247.0 316.0
mz-> 50 100 150 200 250 300 350 400
Abundance #43147: Piperazine, 1-(2-furanylcarbonyl)- BSURRERE RS m s e
69.0 18.20 18.40 18.60 18.80 19.00
m/z 109.10 49.68%
- WFW’\/L,/\/\,\/“\\
4L 280 aseo
| | !
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121516\
Data File : BF091644.D

Acq On : 15 Dec 2016 22:32

Operator : UM/SJ

Sample - H5940-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_.96 29.1 ng 2455150 1 6.78 1684660 20.0
unknown6 .56 6.56 78.4 ng 6603320 1 6.78 1684660 20.0
Cyclohexene, 1-me... 6.91 7.3 ng 619064 1 6.78 1684660 20.0
unknown10.54 10.54 3.6 ng 402214 3 9.82 2253860 20.0
Heptadecane 10.74 4.0 ng 330298 4 11.30 1635670 20.0
n-Hexadecanoic acid 11.84 2.8 ng 231925 4 11.30 1635670 20.0
unknownl12 .42 12.42 4.8 ng 396296 4 11.30 1635670 20.0
3-Eicosene, (E)- 13.79 5.5 ng 438811 5 13.94 1587120 20.0
2-Bromo dodecane 15.04 3.3 ng 204502 6 15.35 1226150 20.0
Eicosane 15.79 3.4 ng 206798 6 15.35 1226150 20.0
Docosane, 1l-decyl- 16.80 3.3 ng 199962 6 15.35 1226150 20.0
unknownl18.60 18.60 5.2 ng 320945 6 15.35 1226150 20.0
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