LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

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-BF101015.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 4.297 187 189 195 rBvV 203904 277666 5.02% 0.852%
2 5.029 246 253 255 rBVY 2128233 5527747 100.00% 16.965%
3 5.406 285 286 294 rBV2 160660 183761 3.32% 0.564%
4 6.457 376 378 380 rBV 521922 663542 12.00% 2.036%
5 6.583 387 389 392 rBV 383918 338841 6.13% 1.040%
6 6.823 407 410 412 rBV 438422 412627 7.46% 1.266%
7 6.972 421 423 426 rBV 943982 1181971 21.38% 3.627%
8 7.063 430 431 436 rVB3 47285 68596 1.24% 0.211%
9 7.143 436 438 441 rBV 814323 708523 12.82% 2.174%
10 7.394 458 460 462 rBV 809149 874835 15.83% 2.685%

11 7.463 464 466 474 rVB 308331 383298 6.93% 1.176%
12 8.115 520 523 525 rBV 451642 534183 9.66% 1.639%
13 9.189 614 617 620 rBVY 1838466 1740753 31.49% 5.342%
14 9.589 647 652 654 rBvY 192573 188364 3.41% 0.578%
15 9.680 657 660 662 rvv 753820 1082293 19.58% 3.322%

16 9.795 666 670 674 rvv2 59665 101660 1.84% 0.312%
17 9.863 674 676 678 rvV 490001 674054 12.19% 2.069%
18 9.909 678 680 683 rvB 536384 706663 12.78% 2.169%
19 10.092 693 696 703 rBvV 185845 385833 6.98% 1.184%

20 10.195 703 705 707 rBV 67681 74280 1.34% 0.228%
21 10.298 710 714 716 rBV 106640 145190 2.63% 0.446%
22 10.343 717 718 723 rBV 56913 93381 1.69% 0.287%
23 10.515 730 733 736 rBV 55034 70707 1.28% 0.217%

24 10.675 745 747 750 rBV 661300 710271 12.85% 2.180%
25 10.743 751 753 754 rvV 62752 100443 1.82% 0.308%

26 10.778 754 756 760 rVB 273877 441245 7.98% 1.354%
27 10.881 762 765 767 rBV 1019942 892053 16.14% 2.738%
28 11.086 780 783 787 rBv2 150418 397335 7.19% 1.219%
29 11.155 787 789 791 rBV2 78132 116147 2.10% 0.356%
30 11.223 793 795 796 rBV 265266 361410 6.54% 1.109%

31 11.258 796 798 801 rvv 307421 508534 9.20% 1.561%
32 11.315 801 803 805 rvv 244152 431472 7.81% 1.324%
33 11.361 805 807 809 rvv 564588 597030 10.80% 1.832%
34 11.418 810 812 816 rvv2 145335 340151 6.15% 1.044%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.623 821 830 832 rBv3 1388014 3661258 66.23% 11.236%

36 11.658 832 833 835 rvv 542017 711723 12.88% 2.184%
37 11.726 836 839 841 rvv2 1679717 2507578 45.36% 7.696%
38 11.841 845 849 853 rBv2 492911 1893985 34.26% 5.813%
39 12.081 868 870 872 rBV 428402 811261 14.68% 2.490%
40 12.183 876 879 881 rBV 907735 1683473 30.45% 5.167%

Sum of corrected areas: 32584137
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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: BF082291.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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, 4-methyl- Concentration Rank 17

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

4.30 13.46 ng 277666 1,4-Dichlorobenzene-d4 6.82
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 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 78

Abundance Scan 189 (4.297 min): BF082291.D (-187) (-) m/z 55.10 100.00%
58.1 83.1
5000
43.1 98.1 AL
| eo 400 420 440 460
e A I 1 A e S m/z 83.10 98.12%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LRI L LI I I
20,0 43.0 98.0 400 420 440 4.60
m/z 43.10 37.58%
‘ ‘ ‘ L Il ‘ | 67.0 75.0 |
miz--> N A N AN
Abundance
83.0
250 IBBENRABINARANE N
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 32.53%
29.0
98.0
69.0
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3309: 2-Pentene, 2,4-dimethyl- R RaE B e RS
83.0 4.00 420 4.40 4.60
55.0 m/z 39.10 26.90%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 67.0
”.,.L.,.”.“.”.;.”.pﬂﬂ.,.”M,7§ql.h.,.”.,.”. RSN SRR R
m/z--> 10 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 1

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

5.03 267.93 ng 5527750 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 253 (5.029 min): BF082291.D (-246) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 S L G —
460 4.80 5.00 520 5.40
83.1
e e et O e e || M/Z 59.10  68.09%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a5 2k sho 550 S
0
150 a0 1010 m/z 101.10 22.79%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0 59.0
460 480 500 520 540
5000 18.0 m/z 58.10 17.57%
28.0
LU UL SR SR UL UL FULRLEL IR SO SR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R
54.0 460 4.80 5.00 520 5.40
m/z 41.10 9.59%
5000 41.0
31.0
‘ 69.0 870
15.0 ‘\‘ L1500 ‘ 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3 unknown6.58 Concentration Rank 15

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

6.58 16.42 ng 338841 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 9

Abundance Scan 389 (6.583 min): BF082291.D (-387) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 541 %i-l J 620 640 6.60 6.80 7.00
BWIR 20 R | — m/z 68.10 40.35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.34%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 9go 1160 m/z 66.10 26 .53%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.80%
5000
"'M |'§%0'k'7%?'“8§P'J| J“" [rr Tt
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Cyclohexanol, 3,3,5-trimeth... Concentration Rank 7

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

7.14 34.34 ng 708523 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000933-48-2 91
2 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 80
3 Cvclohexanol. 3.3.5-trimethvl-. ... 142 C9H180 000767-54-4 45
4 2-(1-Cvclopent-l1l-envl-1-methvlet... 192 C13H200 1000190-57-4 38
5 1-Buten-3-yne,4-trimethylsilyl 124 C7H12Si 002696-32-4 37

Abundance Scan 438 (7.143 min): BF082291.D (-436) (-) m/z 109.10 100.00%
109.1
83.1
5000 a1
R Y\
95.1 124.1 6.80 7.00 7.20 7.40
..,....,....,....|i.-|.|-..,.'.“:-,...|!|,|....',|.|.-|..,..':.,....l....,..'..,...1.4,1.-.1..,.... m/z 83.10 56.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19254: Cyclohexanol, 3,3,5-trimethyl-, cis-
109.0
83.0
5000
410 6.80 7.00 7.20 7.40
U 850 710 m/z 41.10 35.84%
29.0 M H H ‘ 95.0 124.0
S R A 1 NN -7 X N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
109.0
6.80 7.00 7.20 7.40
5000 83.0 m/z 55.10 31.60%
410 550 710
29.0 96.0 124.0
15.0 140.0
wmmﬂmwwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19255: Cyclohexanol, 3,3,5-trimethyl-, trans-
109.0 6.80 7.00 7.20 7.40
m/z 85.10 26 .34%
5000 830
41.0 .
2.0 ‘ 30 710 96.0 124.0
'W%ﬁgv'Jh"”“MH'PJHN'”WA"WMJ”I”M'P"w"”l“"v'}ﬁ%g'v"' LS SRS U RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknown7.46 Concentration Rank 13

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

7.46 18.58 ng 383298 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. propvlhvdrazone 114 C6H14N2 007423-00-9 35
2 1.3-Diazacvcloheptane-2-thione 130 C5H10N2S 005700-04-9 23
3 3-Methvl-4-amino-1.2.4-triazole-... 130 C3H6N4S 020939-15-5 22
4 2H-Thiopvran-3(4H)-one. dihvdro-... 130 C6H100S 043152-90-5 17
5 4-Piperidinemethanamine 114 C6H14N2 007144-05-0 17

Abundance Scan 466 (7.463 min): BF082291.D (-464) (-) m/z 56.10 100.00%

5.1
130.1
5000
44.1
I

IH | | 99.1 | 7.20 7.40 7.60 7.80
et e bbb | TM/Z 130010 77.52%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7179: 2-Propanone, propylhydrazone
56.0 85.0
5000 T IT

0 7.20 7.40 7.60 7.80
114. m/z 44.10 28.04%

280 410 ‘
S S PN PR S M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
130.0

7.20 7.40 7.60 7.80

5000 74.0 m/z 43.10 27.91%
56.0
87.0 97.0 115.0
L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12720: 3-Methyl-4-amino-1,2,4-triazole-5-thiol e L i o e
130.0 7.20 7.40 7.60 7.80

m/z 114.10 19.27%

5000

42.0 60.0

30.0
L1y 1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80

99.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Decene Concentration Rank 8

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

9.68 32.11 ng 1082290 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 94
2 1-Undecanol 172 C11H240 000112-42-5 91
3 1-Tridecanol 200 C13H280 000112-70-9 91
4 1-Dodecanol 186 C12H260 000112-53-8 91
5 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 90

Abundance Scan 660 (9.680 min): BF082291.D (-657) (-) m/z 55.10 100.00%
58.1
83.1
5000 h
111.1
140.2 9.40 9.60 9.80 10.00
Al e A 20 Thyz 69.10 78.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17264: 1-Decene
55.0
5000 SUNABAUNARES
29.0 830 9.40 9.60 9.80 10.00
111.0 m/z 56.10 73.02%
IIII""IIII I'H"'I“"''l‘l'"l.'l"'lf‘r(k)'oIII rrrTrrTTTTTTT T
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
55.0
83.0 9.40 9.60 9.80 10.00
5000 m/z 43.10 72 .46%
31.0
111.0
14.0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56255: 1-Tridecanol
43.0 | 69.0 9.40 9.60 9.80 10.00
m/z 41.10 67 .85%
5000 97.0
125.0 154.0
Jsolll Wl b MM b Ay 1820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Dodecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.09 11.45 ng 385833 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 81
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 46
4 Nonanoic acid 158 C9H1802 000112-05-0 37
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 35
Abundance Scan 696 (10.092 min): BF082291.D (-693) (-) m/z 73.10 100.00%
73.1
43.1
5000
1291 o
101.1 200.2 9.80 10.00 10.20 10.40
m/z 60.10 97 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid
60.0
43.0
5000 129.0
85.0 157.0 9.80 10.00 10.20 10.40

m/z 43.10 65.39%

2710 ‘ 101.0 ‘ 200.0
...,.d..‘i‘a‘..“l“‘.‘. ,M..h‘,..“ ..‘..‘i‘....‘,..‘..l?:?p..l..
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60.0

9.80 10.00 10. 20 10.40

5000 43.0 m/z 41.10 59.57%
85.0 129.0
B e L o o o L LA e e e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12420: Ethanone, 1-(4,5-dihydro-2-thiazolyl)-
43.0 60.0 9 80 10.00 10.20 10.40
: m/z 55.10 59.18%
129.0
5000
A R AN
1 AL L I
O I L B e o o L L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 980 10.00 10.20 10.40

8270-BF101015.M Thu Oct 15 17:09:35 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1-Dodecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.67 23.79 ng 710271 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecene 168 C12H24 000112-41-4 95
2 l1-Hexadecanol 242 C16H340 036653-82-4 91
3 9-Octadecene. (B)- 252 C18H36 007206-25-9 90
4 Cvclododecane 168 C12H24 000294-62-2 89
5 1-Undecanol 172 C11H240 000112-42-5 87

Abundance Scan 747 (10.675 min): BF082291.D (-745) (-) m/z 55.10 100.00%

548.1

83.1

5000

e

10.40 10.60 10.80 11.00
m/z 43.10 83.84%

140.2 168.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34705:; 1-Dodecene
55.0
83.0
5000 LI L L L LB
29.0 1040 10.60 10.80 11.00
111.0 m/z 41.10 71.63%
| L 140.0 168.0
AR Eman S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
970 10.40 10.60 10.80 11.00
5000 £ m/z 69.10 70.91%
125.0
22.0 154. o 196.0 2240
L R R A RRAE RS e E R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89786: 9-Octadecene, (E)- e

10.40 10.60 10.80 11.00
83.0 m/z 57.10 68.56%

.0

5000
29.0

%

168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10. 60 10. 80 11, 00

8270-BF101015.M Thu Oct 15 17:09:36 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

10.78 14.78 ng 441245 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 74
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Tetracosane 338 C24H50 000646-31-1 64
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 756 (10.778 min): BF082291.D (-754) (-) m/z 57.10 100.00%

57.1
5000

99.1 10.40 10.60 10.80 11.00
...J, ' " gtz 1882 . Tm/z 43.10  71.33%

m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 T[T I T[T rrrrrrprrrrm
10.40 10.60 10.80 11.00
m/z 71.10 70.89%
99.0
27. 0‘ L ‘\ , 1410 183 0 225.0 267.0 323.0 380.0
Al L B e e o e e L I I e B o o
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R e e R AEE
10.40 10.60 10.80 11.00
5000 m/z 85.10 36.80%
99.0
27.0 169.0
128.0 248.0
— T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane R e e AR B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 28.18%
5000
99.0
270} | | %90 1410 1830 2250 2820

m/z--> 50 100 150 200 250 300 350 10 40 10. 60 10. 80 11. 00

8270-BF101015.M Thu Oct 15 17:09:37 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 11 Methyl tetradecanoate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.88 29.88 ng 892053 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 87
3 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
4 Dodecanoic acid. methyl ester 214 C13H2602 000111-82-0 86
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 78

Abundance Scan 765 (10.881 min): BF082291.D (-762) (-) m/z 74.10 100.00%
74.1
5000
43.1
143.1
101.1 199.2 10.60 10.80 11.00 11.20
0 ,....-,|"....,.~..| W 2t L L2823 Tm/z 87.05  70.53%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #83693: Methy! tetradecanoate
74.0
5000 L LN BB B I
43.0 1060 10.80 11,00 11.20
30 m/z 43.10 31.83%
1010 1950M70 g0 o e

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

Abundance
74.0
T B ma B e
10.60 10.80 11.00 11.20
5000 m/z 55.10 27.92%
43.0
101.0 195 0143-0 185.0 228.0
B o B A B B B s B o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46661: Decanoic acid, methyl ester e
74.0 10.60 10.80 11.00 11.20
m/z 41.10 25.97%
43.0
5000

101.0 143.0
zle 1 ‘H | 1080 1550 186.0

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

10. 60 10 80 11. OO 11.20

8270-BF101015.M Thu Oct 15 17:09:37 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Nonanamide Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.09 13.31 ng 397335 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanamide 157 C9H19NO 001120-07-6 91
2 Dodecanamide 199 C12H25NO 001120-16-7 87
3 Hexadecanamide 255 C16H33NO 000629-54-9 80
4 Tetradecanamide 227 C14H29NO 000638-58-4 78
5 Pentanamide 101 C5H11NO 000626-97-1 59
Abundance Scan 783 (11.086 min): BF082291.D (-780) (-) m/z 59.10 100.00%
59.1
5000
S M M1 186 1021992 s 7510 34.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28095: Nonanamide
59.0
5000
10.80 11.00 11.20 11.40
m/z 41.10 14 .88%
290 ‘H Ll | 860 1140 1570
m/z--> ﬁo 45 eb éo 160 150 1&0 160 180 200 220 250 2éo
Abundance
59.0
110.80 11,00 11.20 1140
5000 m/z 43.10 12.86%
29.0 86.0 114.0 156.0 199.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide R B BB
59.0 10.80 11.00 11.20 11.40
m/z 44.10 12.84%
5000
29 0 “‘ ul 86.0 1140 L 142.0 1700 192. 0212 0231 0 2550
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 240 260 10 80 11. 00 11. 20 11. 40

8270-BF101015.M Thu Oct 15 17:09:38 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 13 Tetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.22 12.11 ng 361410 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 87
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 795 (11.223 min): BF082291.D (-793) (-) m/z 57.10 100.00%

51.1

5000 85.1

E

11.00 11.20 11.40 11.60

113.1 141 1 1609. 2 197 2 225 2

Ol e b o e e e e e e || M7z 43.100 66.51%
miz-—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane ,f\’Athw/HJ\jw&AVJ\Jﬁﬂj\f\
57.0
5000 85.0 11100 1120 11,40 11.60
29.0 m/z 71.10 57.13%
113.0

Lo 14101690197022502530281030903380

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57.0

E

11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 40.75%

1130 1540 183.0 211.0 239.0  281.0
mmmm‘wmmwwmrrﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73991: Dodecane, 2-methyl-6-propyl- e LA s o S
57.0 11.00 11.20 11.40 11.60
m/z 41.10 27 .57%

:

5000 85.0

Z

226 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11. 20 11. 40 11. 60

| 1130 14? 0 g0

8270-BF101015.M Thu Oct 15 17:09:39 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.26 17.04 ng 508534 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 81
4 Undecane. 4.6-dimethyl- 184 C13H28 017312-82-2 72
5 Docosane 310 C22H46 000629-97-0 72

Abundance Scan 798 (11.258 min): BF082291.D (-796) (-) m/z 57.10 100.00%

511
5000

11.00 11.20 11.40 11.60
m/z 71.10 84.19%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 TIT T T[T T T T[T T T [Trrrrrm
85.0 11.00 11.20 11.40 11.60
29.0 1150 m/z 85.10 39.12%
b 501830 210 2530 2020
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T T
11.00 11.20 11.40 11.60
5000 85.0 m/z 56.10 22.38%
113.0
1410 183.0 211.0 239.0 267.0 296.0
wwmmmwwwwwwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55022: Tridecane, 6-methyl- O AEAmEmmas s
57.0 11.00 11.20 11.40 11.60
m/z 55.10 17.10%
5000
23.0 80 120
Ll Ly ‘ ‘ 154.0 183.0
T P e e e [ o e e R EEEEEE S E S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11. 40 11. 60

8270-BF101015.M Thu Oct 15 17:09:39 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 15 Homosalate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.62 122.65 ng 3661260 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Homosalate 262 C16H2203 000118-56-9 83
2 Homomenthvl salicvlate 262 C16H2203 052253-93-7 83
3 Benzoic acid. 2-hvdroxv-. 3-meth... 206 C12H1403 068555-58-8 43
4 1-Cvclohexen-3.5-dione. 6-ethvl- 138 C8H1002 1000132-52-4 38
5 4H-Pyran-4-one, 2-ethyl-6-methyl- 138 C8H1002 057276-03-6 35
Abundance Scan 830 (11.623 min): BF082291.D (-821) (-) m/z 69.10 100.00%
5000
11.40 11.60 11.80 12.00
| 163.2183.2 211.2 238.2 262.2 m/z 138.10 36620
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95623: Homosalate
5000 410 L L UL B B
nmnmnmnm
m/z 109.10 77.73%
15.0 9 262.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69.0 138.0
0 109.0 e
41. 11.40 11.60 11.80 12.00
5000 m/z 120.00 68.48%
150 262.0
m/z--> ﬁo Jo eb 85 160 150 1&0 160 180 200 220 250 2éo
Abundance #59943: Benzoic acid, 2-hydroxy-, 3-methyl-2-butenyl ester B B LA N I e
410 69.0 11.40 11.60 11.80 12.00
0
120.0 m/z 55.10 55.07%
5000
92.0
| ‘\\‘ | 14001620  206.0
m/z--> ﬁo Jo 60 80 160 150 150 1éo 1éo 200 220 250 2éo 11'40 11. 60 11. 80 12. oo

8270-BF101015.M Thu Oct 15 17:09:40 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 16 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.66 23.84 ng 711723 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 833 (11.658 min): BF082291.D (-832) (-) m/z 57.10 100.00%

517.1
5000 .

11.40 11.60 11.80 12.00

155.2 182.2204.2225.3247.3268.2

(o} m/z 71.10 59.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 IIIIIIIIIIIIIIIIIIIII
85.0 11.40 11.60 11.80 12.00
29.0 m/z 43.10 59.34%
| L |, | (1130 1410 1690 282.0
R A L L AL LA Ra s s e L e s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
I
11.40 11.60 11.80 12.00
5000 m/z 85.10 43.02%
23.0 80 10
154.0 183.0
wwmwwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane A EEams Emsas e
57.0 11.40 11.60 11.80 12.00
m/z 41.10 26.29%
85.0
5000
29.0
113.0
] “ g oy, 1410 169.0 197.0 240.0
R A L B A B R B N b e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11. 80 12. 00

8270-BF101015.M Thu Oct 15 17:09:41 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 17 Homomenthyl salicylate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.73 84 .00 ng 2507580 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Homomenthvl salicvlate 262 C16H2203 052253-93-7 99
2 Homosalate 262 C16H2203 000118-56-9 98
3 Acetvlenedicarboxvlic acid. di-(... 390 C24H3804 1000158-45-1 22
4 Cvclohexene. 3.5.5-trimethvl- 124 C9H16 000933-12-0 15
5 Benzoic acid, 3-hydroxy- 138 C7H603 000099-06-9 11
Abundance Scan 839 (11.726 min): BF082291.D (-836) (-) m/z 138.10 100.00%
69.1 138.1
109.1
5000 M
41.1
e e
262.2 11.40 11.60 11.80 12.00
0 B s M — m/z 69.10 99.56%
m/z--> 50 100 150 200 250 300 350
Abundance #95624: Homomenthyl salicylate
69.0 138.0
109.0
41.0
5000 U AR BN BN SURRE
11.40 11.60 11.80 12.00
m/z 109.10 79.73%
\\ \\ L) 289
..‘qu‘l“‘.“‘l“l.‘“ll.‘.|....|.....‘...|....|...
m/z--> 50 100 150 200 250 300 350
Abundance
1140 11.60 11.80 12.00
5000 m/z 120.10 74 .85%
41.0
LA eeo PR
m/z--> 50 100 150 200 250 300 350
Abundance #154180: Acetylenedicarboxylic acid, di-(-)-menthyl- I REE R o
138.0 11.40 11.60 11.80 12.00
m/z 121.10 56.23%
95.0
5000
55.0
260 ,-’. o ALy .‘ 1 600 20002360 3470
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00

8270-BF101015.M Thu Oct 15 17:09:41 2015

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 18 1-Hexadecanol, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.84 63.45 ng 1893990 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 58
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 58
3 Undecane. 2.7-dimethvl- 184 C13H28 017301-24-5 46
4 1-Octadecanol 270 C18H380 000112-92-5 43
5 Pentadecane 212 C15H32 000629-62-9 43

Abundance Scan 849 (11.841 min): BF082291.D (-845) (-) m/z 57.10 100.00%

57.1

85.1

5000

5

11.60 11.80 12.00 12.20
m/z 71.10 59.03%

125.1

. 151.2 182.2 210.2 238.3 267.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92325: 1-Hexadecanol, 2-methyl-
57.0

!

ll.IGO ll.l80 12.IOO 12!20
m/z 43.10 58.82%

5000

139.0 168.0189.0210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
I R S RAREREE
83.0 11.60 11.80 12.00 12.20
5000 m/z 55.10 57 .74%
29.0 111.0

.0 196.0
139.0 168.0 2270 4550

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

Y

Abundance #45571: Undecane, 2,7-dimethyl- T
43.0 11.60 11.80 12.00 12.20
m/z 85.10 49.08%
5000 71.0 M
2d | || %0 1270 g0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 19 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.08 27.18 ng 811261 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tetradecane 198 C14H30 000629-59-4 78
4 1-lodoundecane 282 C11H231 004282-44-4 74
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 74
Abundance Scan 870 (12.081 min): BF082291.D (-868) (-) m/z 57.10 100.00%
57.1
- . M
113.11371 11.80 12.00 12.20 12.40
oot bl b 31116011822 2112 236325032823 201 10 62.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107655: Eicosane
57.0
85.0
5000 L S BULILRN UL I
11,80 12.00 12.20 12.40
113.0 m/z 43.10 58.71%
Z%OL ‘ | ‘ | ‘14%0 169.0 197.0 225.0 2530 282.0
m/z--> 20 40 éo 80 100 120 140 1éo 1§0 200 220 240 260 2éo '
Abundance
57.0
11,80 12.00 12.20 12.40
5000 85.0 m/z 85.10 43.41%
29.0
1130 1410 160.0 197.0 2250  268.0 /J\\AJAVP/VJKAVf\//&\p\J
m@mmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane R B LA M e e
57.0 11.80 12.00 12.20 12.40
m/z 41.10 25.94%
5000 85.0
29.0
| | ‘1130‘1410 169.0 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101515\
Data File : BF082291.D

Aca On : 14 Oct 2015 21:05

Operator : UM/I1Z

Sample : 6G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 20 unknownl12.18 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.18 56.39 ng 1683470 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octenoic acid. methvl ester. (2)- 156 C9H1602 021063-71-8 36
2 Decanoic acid. 2-methvl- 186 C11H2202 024323-23-7 33
3 Dodecanoic acid. 2-methvl- 214 C13H2602 002874-74-0 33
4 2-Amino-4-methvl-4-pentenoic acid 129 C6H11NO2 1000133-00-5 28
5 Butanoic acid, 3-methyl-, methyl... 116 C6H1202 000556-24-1 12
Abundance Scan 879 (12.183 min): BF082291.D (-876) (-) m/z 74.10 100.00%
74.1
5000 /\\
1 o 1180 1200 1220 1240
- 127.1 188.2 - : : :
0 ,....,'".-..|!|,-....,...!|,!'. e 0L S 282228522783 30641 Thyz  97.10  19.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27705: 4-Octenoic acid, methyl ester, (2)-
74.0
5000 AR AR B
410 1180 12.00 12.20 12.40
m/z 55.10 17.06%
10101240 e g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
11:80 12.00 12.20 12.40
5000 m/z 57.10 14 .86%
41.0
101.0 129.0 186.0
mmwwwmrwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65577: Dodecanoic acid, 2-methyl- A REaE RS E
74.0 11.80 12.00 12.20 12.40
m/z 104.10 8.77%
5000
41.0
1 \M \‘ L 1010 \14\30\1710 2140

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. OO 12. 20 12. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101515\
Data File : BF082291.D

Acq On : 14 Oct 2015 21:05

Operator : UM/1Z

Sample : G4015-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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, 4... 4.30 13.5 ng 277666 1 6.82 412627 20.0
2-Pentanone, 4-hy... 5.03 267.9 ng 5527750 1 6.82 412627 20.0
unknown6 .58 6.58 16.4 ng 338841 1 6.82 412627 20.0
Cyclohexanol, 3,3... 7.14 34.3 ng 708523 1 6.82 412627 20.0
unknown? .46 7.46 18.6 ng 383298 1 6.82 412627 20.0
1-Decene 9.68 32.1 ng 1082290 3 9.86 674054 20.0
Dodecanoic acid 10.09 11.4 ng 385833 3 9.86 674054 20.0
1-Dodecene 10.67 23.8 ng 710271 4 11.36 597030 20.0
Heptacosane 10.78 14.8 ng 441245 4 11.36 597030 20.0
Methyl tetradecan... 10.88 29.9 ng 892053 4 11.36 597030 20.0
Nonanamide 11.09 13.3 ng 397335 4 11.36 597030 20.0
Tetracosane 11.22 12.1 ng 361410 4 11.36 597030 20.0
Hexadecane, 2,6,1... 11.26 17.0 ng 508534 4 11.36 597030 20.0
Homosalate 11.62 122.7 ng 3661260 4 11.36 597030 20.0
Eicosane 11.66 23.8 ng 711723 4 11.36 597030 20.0
Homomenthyl salic... 11.73 84.0 ng 2507580 4 11.36 597030 20.0
1-Hexadecanol, 2-... 11.84 63.5 ng 1893990 4 11.36 597030 20.0
Nonadecane 12.08 27.2 ng 811261 4 11.36 597030 20.0

4

unknownl12.18 12.18 56.4 ng 1683470 11.36 597030 20.0
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