LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

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-BF013017.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 3.196 96 97 108 rBV 65045 149525 1.28% 0.347%
2 3.481 119 122 133 rVB 173602 325301 2.80% 0.754%
3 4_.476 203 209 211 rBVY 5392522 11637503 100.00% 26.986%
4 5.139 260 267 269 rBY 3983838 10083225 86.64% 23.382%
5 6.544 388 390 394 rBV2 197894 240816 2.07% 0.558%
6 6.910 420 422 425 rBV 748938 790974 6.80% 1.834%
7 7.070 434 436 439 rBY 2399354 2127969 18.29% 4.934%
8 7.242 448 451 453 rBV 246405 261403 2.25% 0.606%
9 7.482 469 472 474 rBV 1980829 1854171 15.93% 4 _.300%
10 8.202 532 535 536 rBY 1278461 1103640 9.48% 2.559%

11 8.225 536 537 539 rvB 212120 152241 1.31% 0.353%
12 9.276 626 629 631 rBV 3423648 2892248 24.85% 6.707%
13 9.665 662 663 665 rBv 159596 200863 1.73% 0.466%
14 9.882 678 682 684 rBv2 131128 151373 1.30% 0.351%
15 9.950 686 688 690 rvv 740347 1005136 8.64% 2.331%

16 9.985 690 691 693 rVvB 131234 121647 1.05% 0.282%
17 10.385 724 726 727 rVB 175131 140008 1.20% 0.325%
18 10.853 766 767 772 rVB 164348 236484 2.03% 0.548%
19 11.299 804 806 808 rvv 110464 128297 1.10% 0.298%
20 11.448 816 819 822 rBV 635929 1460934 12.55% 3.388%

21 11.516 822 825 827 rVB 162714 157953 1.36% 0.366%
22 11.676 835 839 842 rBvV2 93603 142431 1.22% 0.330%
23 11.734 842 844 846 rVB 130432 123272 1.06% 0.286%
24 12.659 923 925 927 rVB 568968 607175 5.22% 1.408%
25 12.888 942 945 948 rBV 506589 690021 5.93% 1.600%

26 13.025 955 957 960 rBV 1871785 2114689 18.17% 4.904%
27 13.254 975 977 981 rBv2 118984 185283 1.59% 0.430%
28 13.597 1005 1007 1009 rBV 137950 156355 1.34% 0.363%
29 13.928 1034 1036 1039 rVB 201166 236785 2.03% 0.549%
30 14.088 1047 1050 1053 rBV2 677707 1290932 11.09% 2.993%

31 14.545 1088 1090 1093 rVB 207801 233186 2.00% 0.541%
32 15.117 1138 1140 1144 rBV 190752 432864 3.72% 1.004%
33 15.185 1144 1146 1154 rVB2 312845 704422 6.05% 1.633%
34 15.540 1175 1177 1188 rVB2 425638 985571 8.47% 2.285%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 43124697
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092817.D

4/48
5000000

4000000 5.14

3000000
7.07

2000000 7.48

1000000 6.91

320 348 6.54 A 7.24

R S L M A R

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: BF092817.D

5000000

4000000
9.28

3000000

13.03

2000000

1000000 9.95

|22 9.66 g%gg 1038 10.85
O e e e A e A A A I e A

T
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: BF092817.D

5000000
4000000
3000000

2000000
15.54

10000001 13.93

o T T T T ]

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\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3-Penten-2-one Concentration Rank 7

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

3.20 3.78 ng 149525 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one 84 C5H80 000625-33-2 91
2 3-Penten-2-one. (BE)- 84 C5H80 003102-33-8 86
3 Ethanone. 1-cvclopropvl- 84 C5H80 000765-43-5 64
4 2-Pentene. 4-methvl-. (BE)- 84 C6H12 000674-76-0 53
5 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 53

Abundance Scan 97 (3.196 min): BF092817.D (-96) (-) m/z 69.10 100.00%
431 69.1
5000
84.0 N N U
2.80 3.00 3.20 3.40 3.60
49,0950
O'W”“W“P”WMW””PMP”4!W“”P”WWW””'“L“W””W”P“WMW m/z 41.10 93.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1374: 3-Penten-2-one
41.0
69.0
5000
84.0 2.80 3.00 3.20 3.40 3.60
150 70 m/z 43.05 54_16%
| ‘ | [HAN ‘ 53'0
Il Lk A L ) AR A A ksl el ksl A R A LA SR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41.0 69.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 39.10 46 .51%
15.0 84.0
. 27.0 50.0
L LR LRAA AR RAARY LEARE LALEN LAARN RALY LRAAN RRAAN LRARE AAAEN LAASE ALAAN LARR) RRAN LERARLARIN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1413: Ethanone, 1-cyclopropyl-
43.0 2.80 3.00 3.20 3.40 3.60
60.0 m/z 84.05 24 .65%
5000
84.0
15.0
o 210 570 | 40550 g0 | ‘
m/z--> é 15 fs 25 2% 35 3% 40 45 55 5% éo 6% 75 fs éo 8% do ' 280 360 320 3h0 3%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4-Penten-2-one, 4-methyl- Concentration Rank 5

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

3.48 8.23 ng 325301 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 86
2 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 47
3 5-Hexen-2-one 98 C6H100 000109-49-9 38
4 4-Hexen-2-one 98 C6H100 025659-22-7 9
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 9

Abundance Scan 122 (3.481 min): BF092817.D (-119) (-) m/z 43.00 100.00%
43.0
5000
55.0 83.1 3.20 3.40 3.60 3.80
Ob e bl O L B Tn/z 83.10 10.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3164: 4-Penten-2-one, 4-methyl-
43.0
5000 IR AR L
3.20 3.40 3.60 3.80
m/z 39.10 9.75%
o 21.0 3 55.0 630 74.0 83\'0 98.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
3.20 3.40 3.60 3.80
5000 m/z 55.05 6.09%
) 27.0 55.0 670 83.0 98.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3100: 5-Hexen-2-one
43.0 3.20 3.40 3.60 3.80
m/z 41.10 4.73%
5000
55.0
o 150 270 | | 710 830 980
m/z--> 10 20 30 40 50 60 70 8 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.48 294.26 ng 11637500 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 209 (4.476 min): BF092817.D (-203) (-) m/z 55.05 100.00%
4.0 3.
5000
43.1 98.1
‘ o era 420 440 460 4.80
0...,”..,”..,”.:ﬂu..p”!.,”.:,”..,J..,”.u,”.., m/z 83.10 97 .22%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3185: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 LR L IR L I
20,0 43.0 98.0 420 440 460 4.80
' m/z 43.10 40.02%
0 ‘ ‘ [y Il ‘ | 67.0 75.0 |
L UL L S UL A S U I SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 R U L LR L
43.0 420 4.40 4.60 4.80
5000 m/z 98.10 34 .65%
29.0
98.0
69.0
S S S S SR I SIS I UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
55.0 83.0 420 4.40 4.60 4.80
m/z 39.10 28.44%
41.0
5000 270 98.0
15.0 ‘ 69.0
0 ‘ \‘ 1 m\‘ ‘ | ‘\ |
L S I I UL UL SURIL IUILLS I IS S R U L LR L
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.14 254.96 ng 10083200 1,4-Dichlorobenzene-d4 6.91
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 267 (5.139 min): BF092817.D (-260) (-) m/z 43.10 100.00%
d1
59.1
5000
1o 480 500 520 540
o..,....,....','.-...,..~!I,....7,1-.9..?§f.,...:,|....,....,....,....,...., m/z 59.10 61.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL I I L I
59.0 480 500 520 540
m/z 101.10 19.25%
31.0 g30 1010
0"w'”T“'ﬁ““'w'“l“'w'”'w”“l“'wh“'w'“l”'w'“'w'”l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 16.52%
o 69.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4387: Propane, 1-ethoxy-2-methyl- B e R
31.0 54.0 480 5.00 5.20 5.40
m/z 41.10 9.50%
5000
41.0
0 ‘\ | ‘\‘ | \\‘ I 73\'0 87.0 10\2'0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 6

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

7.24 6.61 ng 261403 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 2-Cvclohexen-1-one. 6-(l1-hvdroxv... 168 C10H1602 087791-00-2 74
3 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 42
4 1H-Imidazole. 4-methvl- 82 C4H6N2 000822-36-6 40
5 Betazole 111 C5HON3 000105-20-4 25

Abundance Scan 451 (7.242 min): BF092817.D (-448) (-) m/z 82.10 100.00%
871
5000 110.1
391 541
67.1 o5 1 700 7.20 7.40 7.60
Otrrrprrrrprrrrprrrt et e m/z 110.10 41.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5705: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 1100 R RIS L I L
540 7.00 7.20 7.40 7.60
39.0 ' m/z 54.10 33.39%
ﬂo‘ | 670 50
(o) E— |||‘| r \”” N | PR E—— \I” e —
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 150
Abundance
82.0
R AR S MR A
7.00 7.20 7.40 7.60
5000 43.0 110.0 m/z 39.10 28.43%
58.0
27.0
ol 70.0 95.0 122.0135.0 150.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1127: 1H-Pyrazole, 3-methyl-
82.0 7.00 7.20 7.40 7.60
m/z 53.10 9.68%
5000
28.0 >0
420
o.nﬁiﬂnﬁpnﬁkuwtwfzen.h”..”.”w””“”w””“”w””“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Hexadecane Concentration Rank 11

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

9.88 3.01 ng 151373 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 682 (9.882 min): BF092817.D (-678) (-) m/z 57.10 100.00%

517.1
5000

39 113.2 1412 960 9.80 10.00 10.20
(0} m/z 43.10 77.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0

5000 e e e
9.60 9.80 10.00 10.20

29.0 850 m/z 71.10 49.52%

o | “ L ‘ 1130 1410 169.0 197.0 226.0
ST S S| R S N B .S - A P
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

57.0

9.60 9.80 10.00 10.20

5000 650 m/z 85.10 30.68%
29.0 141.0
113.0 169.0
O T e T e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane
57.0 9.60 9.80 10.00 10.20

m/z 41.10 29.74%

5000 85.0
29.0
‘\ ‘ L | 113.0 1410 1690 212.0

0,,,‘,‘,, el S . S e

m/z--> 60 80 100 120 140 160 180 200 220 9.60 980 10 00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.38 2.79 ng 140008 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 726 (10.385 min): BF092817.D (-724) (-) m/z 57.10 100.00%
57.1
5000 \&\vaJWVAA_JJ
01 L, 100 1020 1040 1050
bbb o e m/z 43.10 66.09%
m/z--> 50 100 150 200 250 300 350
Abundance #64571: Pentadecane
57.0
5000 LR B R
mmmmmmmm
m/z 71.10 43.94%
0 710 | | “99‘\ | 1410 18202120
m/z--> 55 100 1%0 200 250 300 350 '
Abundance
57.0
10,00 1020 10.40 10.60
5000 m/z 85.10 37 .53%
0 27.0 9.0 1410 1830 226.0
m/z--> 55 160 1%0 200 250 300 350 '
Abundance #155178: Octacosane
57.0 10.00 10.20 10.40 10.60
m/z 41.10 27 .83%
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 1000 1020 1040 1060 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 10 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.87 ng 185283 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Pentadecane 212 C15H32 000629-62-9 80
3 Nonadecane 268 C19H40 000629-92-5 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 977 (13.254 min): BF092817.D (-975) (-) m/z 57.10 100.00%
57.1
5000 WJ\
113.2 220.2 13.00 13.20 13.40 13.60
ol 155.2 189.1 266.1 313.2 77 43.10 57 930
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115570: Heneicosane
57.0
85.0
5000 LN BRI SULLLN BN
Bmmmmmmm
0.0 1130 m/z 71.10 55.92%
ol | “ 14101600 197.0 2250 2530 296.0
m/z--> %&&mm@mmmmmmmmmﬁ
Abundance
57.0
"' 13.00 13.20 13.40 13.60
0
5000 85.0 m/z 85.10 41.09%
29.0
0 113.0 141.0 169.0  212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99477: Nonadecane A BT B S
57.0 13.00 13.20 13.40 13.60
m/z 41.10 19.69%
e i ANA/A’/vafxﬁ\J\N\ﬁhijfMAAJ/k
29.0
o ‘ | H‘ll? 0 141 0 169 o 197 0 225 0 268 0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 32'0 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.67 ng 236785 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tritetracontane 605 C43H88 007098-21-7 83
3 Hexadecane 226 C16H34 000544-76-3 62
4 Nonadecane 268 C19H40 000629-92-5 62
5 Heptadecane 240 C17H36 000629-78-7 58
Abundance Scan 1036 (13.928 min): BF092817.D (-1034) (-) m/z 57.10 100.00%
57.1
5000 JMMﬁA\vf,,x\JA\N»\/~w/A\/VF
] 1 0 14160 1530 1400 1420
ol ek, ...,J'.".‘.,%??.%,‘...IW....?:!?.1.“... e || M/Z 43.10  67.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #55010: Tetradecane
57.0
5000 U S BURR SRR
Bmmmmmmm
m/z 71.10 60.08%
‘ 13.0 198.0
0 ”LL‘LNHUJ,”.J.”......”...” M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
13.60 13.80 14.00 1420
5000 m/z 85.10 42 .07%
o 111.0 169.0 225 0 281. o 337. o 393.0 463.0 519.0 575.0 W
miz--> 0 éo 160 1%0 200 250 300 350 400 450 560 séo 660
Abundance #73967: Hexadecane e B
57.0 13.60 13.80 14.00 14.20
m/z 55.10 38.85%
5000 JNNerNfVV\AJAybr\//v/\N/v/

]113 0 169.0 226.0

M e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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

Peak Number 13 Tricosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.55 3.61 ng 233186 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Octadecane 254 C18H38 000593-45-3 83
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80

Abundance Scan 1090 (14.545 min): BF092817.D (-1088) (-) m/z 57.10 100.00%
T M
5000
ggjll 412 1012 2421 2832 341.2375.4 414.3 4555 14.20 1440 14,60 1480 __
ol bbby 3402 1912 T 288.2 341237544143 4555 n77 71,10  63.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130017: Tricosane
57.0
5000 U SR B B SRS B
14.20 14.40 14.60 14.80
99.0 m/z 43.10 59.76%
Loy |50 1970 | 2830 3280
m/z--> 55 100 1éo 260 2éo 360 3éo 460 4éo
Abundance
57.0
14.20 1440 14.60 14.80
5000 m/z 85.10 45 _59%
s 9.0 1410 1830 226.0 M
m/z--> 55 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #147091: Hexacosane B o T o
14.20 14.40 14.60 14.80
m/z 41.10 17.07%
5000
. 141.0 183.0 225.0 267.0 300.0 060
m/z--> 50 100 150 200 250 300 350 400 450 1&56 ihid 1&60'1256""
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020617\
Data File : BF092817.D

Aca On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample : 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 14 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.19 14.29 ng 704422 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Behenvl chloride 344 C22H45CI 042217-03-8 90
3 Tricosane 324 C23H48 000638-67-5 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
Abundance Scan 1146 (15.185 min): BF092817.D (-1144) (-) m/z 57.10 100.00%
57.1
5000
7.1 UL A S AR B
141.2 14.80 15.00 15.20 15.40 15.60
ol ,I. LA g a%2 18322212 2681 30733423 3043 413 57110 59.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99475: Nonadecane
57.0
5000 U SO SRR B B
mmmmmmmmmm
268.0 m/z 43.10  55.33%
141.0
Ol.s.q..“H“““‘ “1%8.‘30.22.5.0.|....|....|....|....|
m/z--> 50 250 300 350 400
Abundance
57.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.10 45 _.09%
91.0
REEX 127.0 169.0 217.0 259.0 301.0 344.0
m/z--> §0 160 1éo 260 2éo 360 3%0 460 '
Abundance #130017: Tricosane AR B
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.10 22.18%
5000
Lo 0 1070 asgo 0
mz> 80 100 150 200 20 300 280 4t || | 1450 1500 1520 1540 15,60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020617\
Data File : BF092817.D

Acq On > 7 Feb 2017 1:05

Operator : SJ/MA

Sample - 11701-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
3-Penten-2-one 3.20 3.8 ng 149525 1 6.91 790974 20.0
4-Penten-2-one, 4... 3.48 8.2 ng 325301 1 6.91 790974 20.0
3-Penten-2-one, 4... 4.48 294.3 ng 11637500 1 6.91 790974 20.0
2-Pentanone, 4-hy... 5.14 255.0 ng 10083200 1 6.91 790974 20.0
2-Cyclohexen-1-on. .. 7.24 6.6 ng 261403 1 6.91 790974 20.0
Hexadecane 9.88 3.0 ng 151373 3 9.96 1005140 20.0
Pentadecane 10.38 2.8 ng 140008 3 9.96 1005140 20.0
Heneicosane 13.25 2.9 ng 185283 5 14.09 1290930 20.0
Tetradecane 13.93 3.7 ng 236785 5 14.09 1290930 20.0
Tricosane 14.55 3.6 ng 233186 5 14.09 1290930 20.0
Nonadecane 15.19 14.3 ng 704422 6 15.54 985571 20.0
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