LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 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-BF112115.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 2.227 20 21 35 rvB2 41868 133418 2.09% 0.236%
2 4.799 242 246 262 rVB 2217756 3624655 56.65% 6.420%
3 5.256 284 286 289 rBY 5553454 6110445 95.50% 10.823%
4 6.319 376 379 382 rBVY 5557935 6398567 100.00% 11.333%
5 6.422 386 388 391 rBVY 5174868 5852505 91.47% 10.366%
6 6.650 406 408 410 rBV 1318969 1234801 19.30% 2.187%
7 6.810 419 422 424 rBV 4347476 4679691 73.14% 8.289%
8 7.222 455 458 460 rBVY 3828100 3963067 61.94% 7.019%
9 7.942 518 521 523 rBY 1124244 1483517 23.19% 2.628%
10 8.593 575 578 582 rVB2 49964 74807 1.17% 0.132%
11 8.890 602 604 608 rBV 46227 78184 1.22% 0.138%

12 9.016 612 615 618 rBVY 5511754 5402230 84.43% 9.568%
13 9.416 648 650 652 rBV 1736774 1483698 23.19% 2.628%
14 9.633 667 669 671 rBvV 110429 98561 1.54% 0.175%
15 9.679 671 673 676 rBV 1222067 1585476 24.78% 2.808%

16 10.136 709 713 714 rBV 169508 193306 3.02% 0.342%
17 10.353 729 732 733 rBV 66492 91367 1.43% 0.162%
18 10.468 740 742 745 rBV2 2973879 3319149 51.87% 5.879%
19 10.605 751 754 758 rBV 237164 278351 4 _35% 0.493%
20 11.051 789 793 794 rBV 101042 101528 1.59% 0.180%

21 11.154 800 802 805 rvv 999989 1345229 21.02% 2.383%
22 11.211 805 807 813 rVvB3 32794 84311 1.32% 0.149%
23 11.634 841 844 847 rBV 82087 112121 1.75% 0.199%
24 11.714 849 851 855 rBvV 758479 751251 11.74% 1.331%
25 12.205 892 894 896 rBvV 66956 81492 1.27% 0.144%

26 12.411 908 912 917 rBV5 62651 185477 2.90% 0.329%
27 12.491 917 919 922 rBV 640655 688347 10.76% 1.219%
28 12.548 922 924 925 rVV 83455 96638 1.51% 0.171%
29 12.582 925 927 931 rVB 168044 180595 2.82% 0.320%
30 12.742 938 941 944 rBvV 3728102 3747135 58.56% 6.637%

31 13.222 980 983 986 rBVvV2 40262 74165 1.16% 0.131%
32 13.291 986 989 990 rvv 68072 87846 1.37% 0.156%
33 13.657 1018 1021 1029 rBV 178432 295353 4.62% 0.523%
34 13.782 1029 1032 1035 rBV 1413922 1342755 20.99% 2.378%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 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:\HPCHEMI\BNA F\METHODS\8270-BF112115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.977 1047 1049 1052 rBV 46310 64882 1.01% 0.115%

36 14.274 1072 1075 1079 rBvV4 70121 152735 2.39% 0.271%
37 15.154 1149 1152 1154 rBV 654337 981161 15.33% 1.738%

Sum of corrected areas: 56458816
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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\BF112215\

BF083185.D

23 Nov 2015 4:02

umsiz

G4475-03

71 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Cyclopentane, methyl- Concentration Rank 12

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

2.23 2.16 ng 133418 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
2 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 59
3 Cvclohexane 84 C6H12 000110-82-7 50
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 50
5 2-Methyl-1-nonene 140 C10H20 002980-71-4 40

Abundance Scan 21 (2.227 min): BF083185.D (-20) (-) m/z 56.10 100.00%
56.1 P
5000
3 84.0 206.9 220 240  2.60
o} m/z 41.10 40.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1468: Cyclopentane, methyl-
56.0
5000 L L L L L R
220 240  2.60
39 840 m/z 69.10 30.01%
0 E%?JL'M““Llﬁ"w'"w"w"'w"“l"”l"“l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
27.0 ﬁ\.ﬁﬁ,....,....,..
220 240  2.60
5000 m/z 42.10 28.01%
84.0
G S S L S UL UL L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1436: Cyclohexane LA L B L B B B BB
56.0 84.0 220 240  2.60
' m/z 55.10 26.91%
5000
39/0
0 .1.5.'?....|...|....|....|....|....|....|....|....|.... e Ea D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.80 58.71 ng 3624660 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 246 (4.799 min): BF083185.D (-242) (-) m/z 43.10 100.00%
431
59.1
5000
1011 w0 4o 4k 5b0 550
ot 8L 2010 g 59 10 58.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LA AN R R
59.0 440 460 480 500 520
0
150 1010 m/z 101.10 16.97%
0 wl ol . 83.0 ! ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
440 460 480 5.00 5.20
5000 41.0 m/z 58.10 14 ._.70%
87.0
15.0
G L L I S L S S B S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8116: 2-Hexanol, 2-methyl- e
59.0 440 460 4.80 5.00 5.20
m/z 41.10 9.54%
5000
101.0
41.0
0'Eq?'w“qu'ww'“'ﬁ%q'w"'w"'w"'w"'w"'w"" USRS LR SRR L
m/z--> 20 40 60 80 100 120 140 160 180 200 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknown6.42 Concentration Rank 1

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

6.42 94.79 ng 5852510 1,4-Dichlorobenzene-d4 6.65
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 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 388 (6.422 min): BF083185.D (-386) (-) m/z 132.10 100.00%
130.1
68.1
5000
96.1 RSB RRABERAEAE N
401 541 ‘ | a1 | 61 6.00 6.20 6.40 6.60 6.80
Ol bl S L A8 Tm/z 68.10 56.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 A LS I AR A
6.00 6.20 6.40 6.60 6.80
310 510 m/z 66.05 33.95%
0'w'“'m'J\J'WH“'w'dlﬁ?ﬁq“'l“'w'“'w'“l”'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.10 32.38%
33.0 44.0 0.0 105.0
0"I"“I'"'P"'I'”é??”'{"ﬁ%P“'I"'W""ﬁ¥qgl”"l'”'I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2742: 2-Cyclohexen-1-one R maE s o A man
64.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.74%
5000
39.0 96.0
27.0
55.0
O'W'”MP'”LL'W'H“I”'I'”?%q”l'”'P'”l”'W'”'P'”I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.44 ng 193306 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 713 (10.136 min): BF083185.D (-709) (-) m/z 57.10 100.00%

57.1

5000

9.80 10.00 10.20 10.40
m/z 43.10 70.41%

o 1131 1412 1691
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
57.0
5000 e  EEEaEmmmsaE
85.0 9.80 10.00 10.20 10.40
29.0 m/z 71.10 55.63%
oL L L 1130 1410 1690 282.0
R O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
9.80 10.00 10.20 10.40
5000 m/z 85.05 37.13%
85.0
29.0

113.0 141.0 1690 212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane

57.0 9.80 10.00 10.20 10.40

m/z 41.10 31.70%
5000
85.0
29.0
o o Hw‘ﬂwlmom%1wonm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. OO 10. 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.60 4.14 ng 278351 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 754 (10.605 min): BF083185.D (-751) (-) m/z 57.10 100.00%

57.1

5000

10.20 10.40 10.60 10.80 11.00

1131 1412

183.2

o] m/z 43.10 78.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 LA L L L L L L LB
85.0 10. 20 10. 40 10. 60 10. 80 11. 00
29.0 m/z 71.10 64 .84%
0 J il h Ll ‘\113 0 141.0 169.0 282.0
T e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T
85.0 10.20 10.40 10.60 10.80 11.00
5000 ’ m/z 85.10 41 .25%
29.0
o 1130 141.0 169.0 197.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45605: Decane, 2,3,5-trimethyl- AR T S o
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 32.99%
5000 85.0
29.0 141.0
ST N N - eSAk el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.71 11.17 ng 751251 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecane 156 C11H24 001120-21-4 11
Abundance Scan 851 (11.714 min): BF083185.D (-849) (-) m/z 43.10 100.00%
431 730
5000
129.1
971 rryrrrryrrrryrTrTrTTTTTT
| 157.2 185.2 213.2 256.3 11.'40 11.|60 11.I80 12.'00 '
() S m/z 73.05 99.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0 R A EEmEa
171.0 umnmnmnm
970 ‘ 214.0 m/z 60.10 88.60%
0 I .‘l . .‘i‘.‘. .”l“l‘.‘l‘.‘. P I‘;‘thl .“l“l ! ol ‘:II'ISIZIPI r .‘. e .‘. AR mEEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11/40 11.60 11.80 12.00
5000 256.0 m/z 57.10 77.16%
129.0
97.0 1570 213.0
0 I“"I""P"'I'"'P"'I"'W"";"'}%??' T '??§q"'|“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid RS e o e
43.0 | 73.0 11.40 11.60 11.80 12.00
m/z 41.10 71.66%
5000
129.0 242.0
| o]
0 .-l--.-‘--”-‘ i M\ ‘h\ e 152000 L2230 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : 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 8 15-Tetracosenoic acid, meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.41 2.76 ng 185477 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 64
2 Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 52
3 17-Pentatriacontene 491 C35H70 006971-40-0 46
4 9-Borabicvclol3.3.11nonane. 9-hv... 138 C8H15B0O 063366-65-4 46
5 1-Pentadecanol 228 C15H320 000629-76-5 43
Abundance Scan 912 (12.411 min): BF083185.D (-908) (-) m/z 55.10 100.00%

%

5000 7.1
137.2  193.1 12.00 12.20 12.40 12.60 12.80
0 . m/z 57.10 99.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151535: 15-Tetracosenoic acid, methyl ester, (2)-
55.0
5000 970 L B LI L L
' 12. OO 12. 20 12. 40 12 60 12. 80
m/z 41.10 75.47%
‘ | 138.0 181.0 349.0
ok e ]
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
L B
12.00 12.20 12.40 12.60 12.80
5000 m/z 43.10 64.97%
97.0
137.0  208.0
oAbl
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene T
43.0 12.00 12.20 12.40 12.60 12.80
m/z 83.10 64 .38%
- | w
25.0
. || 1229 167.0 2100 267.0 307.0 490.0
T R R e
m/z--> 50 100 150 200 250 300 350 400 450 12. OO 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Octadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.49 10.25 ng 688347 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecane 156 C11H24 001120-21-4 18
5 Hexadecane 226 C16H34 000544-76-3 11

Abundance Scan 919 (12.491 min): BF083185.D (-917) (-) m/z 43.10 100.00%
431 731
5000
129.1
SR BN BSUREN SUNBN B
1 \ 185 2 2413 50,4 12.20 12.40 12.60 12.80
o 11" LA 1282 ) RS Tm/z 73.10  84.27%
m/z--> 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0
5000 129.0
12.20 12.40 12.60 12.80
1850 54y 2840 m/z 57.10 78.84%
01.5'.0“. H‘“lu\\ ﬁ‘\ il f157 0\ ‘ |?1.3..0‘. .“ - .“. T
m/z--> 5 200 250 300 350
Abundance
43.0
73.0 12.20 12.40 12.60 12.80
5000 284.0 m/z 60.10 76 .55%
129.0
1000 157097 0213.0241.0 3120  372.0
O T T T T T T T T T T T
m/z--> 55 160 1éo 260 2%0 300 3éo
Abundance #83683: Pentadecanoic acid
43.0 ,73.0 12.20 12.40 12.60 12.80
m/z 55.10 69.29%
5000
1 e M/JM
199.0
0 — “HLH “. 1710\|‘|||||\ T T e
m/z--> 50 1m 200 250 300 350 nmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 Hexadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.58 2.69 ng 180595 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 68
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 49
3 Cvcloheptvlamine 113 C7H15N 005452-35-7 43
4 2.4-Dipropvl-5-ethyl-1.3-dioxane 200 C12H2402 006413-83-8 38
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 38

Abundance Scan 927 (12.582 min): BF083185.D (-925) (-) m/z 56.10 100.00%
56.1
831 101 . 2573 12120 12.40 1260 1280 1300
(o} m/z 57.10 83.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, butyl ester
56.0
5000 AL DR LR SRR B
nmnmnmnmnm
29.0 m/z 43.10 40.47%
‘ 83 0 129.0 257.0
0 [l ‘h ‘ \M ] ol ‘ 157018502130 ‘ \ 28303120
m/z--> ﬁo Jo eb 80 160 150 140 160 180 200 220 240 260 280 360 '
Abundance
56.0
12120 12.40 12,60 12.80 13.00
5000 m/z 41.10 39.59%
29.0
o 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
T T T T T T T T T T T T T [T [T T [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6803: Cycloheptylamine L N BN L LN R B
56.0 12.20 12.40 12.60 12.80 13.00
m/z 55.10 29.52%
5000
0 30‘ O\M ‘ 84 0 1130 W“_/\‘J
s 9 40 65 B0 100 130 190 100 150 200 230 240 20 260 300 | 12120 12,40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 11 17-Pentatriacontene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.66  4.40 ng 205353  Chrysene-d12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 91

2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702
4 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302

038775-38-1 90
074339-53-0 86

1000282-97-3 90

Abundance Scan 1021 (13.657 min): BF083185.D (-1018) (-) m/z 57.10 100.00%
p1.1
7.1
J l l 1340 13.60 13.80 14.00
39.1 1952 ' ' ' :
Ok ,..~..",..Jf.l.-',~.~...~,....,.2.8.1-.1,....,....,....,...., m/z 43.10 94.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 SN
13.40 13.60 13.80 14.00
m/z 55.10 72.96%
25.0
Obret ‘ M M | 129167.0 2100 267.0307.0 490.0
N o T LI B e e o B S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
R BARERE R
13.40 13.60 13.80 14.00
5000 83.0 m/z 83.10 64.01%
0 oy 1680 210.0 e J\)\/\«J\vl\m
I e o T T L B o e o o e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R A REERE EEREE S L
57.0 13.40 13.60 13.80 14.00
m/z 69.10 63.25%
97.0
5000
0 \‘ J L ‘ | l \\ 1 }6?.0 ! 23?.0 283'0
O LA e o e I ML S I e o R BERERE R
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083185.D

Aca On : 23 Nov 2015 4:02

Operator : UM/I1Z

Sample : G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.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 unknownl4.27 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .27 2.27 ng 152735 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 41
2 Heptacosane 380 C27H56 000593-49-7 38
3 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 38
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 38
5 Hexadecane 226 C16H34 000544-76-3 38

Abundance Scan 1075 (14.274 min): BF083185.D (-1072) (-) m/z 57.10 100.00%

57.1

5000

14.00 14.20 14.40 14.60

0 m/z 43.10 70.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane
57.0
5000 LIS L L L B L L L L L
14.00 14.20 14.40 14.60
m/z 71.10 62.66%
0 | H‘\‘ ] ]mlf 0169.0 225.0 281.0 337.0 393.0 4630 5610 615.0
rrr R B e B A RAAS Baa T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R e
14.00 14.20 14.40 14.60
5000 m/z 55.10 58.25%
o 1130 169.0 225.0 281.0 380.0
T T T T T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147108: Octadecane, 3-ethyl-5-(2-ethyloutyl)- B R
43.0 14.00 14.20 14.40 14.60
m/z 85.10 37 .95%
5000
9.0
o Ly, 15393002880 337.0
T T e T e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112215\
Data File : BF083185.D

Acq On : 23 Nov 2015 4:02

Operator : UM/1Z

Sample - G4475-03

Misc :

ALS Vial : 71 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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]
Cyclopentane, met... 2.23 2.2 ng 133418 1 6.65 1234800 20.0
2-Pentanone, 4-hy... 4.80 58.7 ng 3624660 1 6.65 1234800 20.0
unknown6 .42 6.42 94.8 ng 5852510 1 6.65 1234800 20.0
Eicosane 10.14 2.4 ng 193306 3 9.68 1585480 20.0
Nonadecane 10.60 4.1 ng 278351 4 11.16 1345230 20.0
Tridecanoic acid 11.71 11.2 ng 751251 4 11.16 1345230 20.0
15-Tetracosenoic ... 12.41 2.8 ng 185477 4 11.16 1345230 20.0
Octadecanoic acid 12.49 10.3 ng 688347 5 13.78 1342760 20.0
Hexadecanoic acid... 12.58 2.7 ng 180595 5 13.78 1342760 20.0
17-Pentatriacontene 13.66 4.4 ng 295353 5 13.78 1342760 20.0
unknownl14 .27 14.27 2.3 ng 152735 5 13.78 1342760 20.0
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