LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

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-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

2.320 14 16 29 rvB 105162 200281 14.39% 1.115%
4.011 163 164 172 rBV2 9497 23574 1.69% 0.131%
246 rBvY 492724 599062 43.04% 3.337%
5.360 280 282 285 rBV 1018717 1044654 75.05% 5.818%
6.377 369 371 372 rBV 24874 20371 1.46% 0.113%
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6.412 372 374 377 rBV 1033398 1072030 77.02% 5.971%
6.537 382 385 387 rBV 1046232 1155216 82.99% 6.434%
407 rBV 412040 451898 32.47% 2.517%
6.834 409 411 413 rVB 19791 21051 1.51% 0.117%

(@R {cNec R NNe))
(0}
\l
(o))
(0}
IAN
o
N
IaN
o
()]

1 6.880 413 415 416 rBvV 198535 260351 18.70% 1.450%
11 6.914 416 418 421 rVB 1088282 987578 70.95% 5.500%
12 7.029 427 428 432 rVB 29478 34522 2.48% 0.192%
13 7.097 432 434 437 rVWV 39899 44253 3.18% 0.246%
14 7.189 441 442 447 rVB2 12182 22668 1.63% 0.126%
15 7.337 453 455 457 rBvV 510692 634111 45.56% 3.532%
16 7.417 460 462 463 rVvVv 18703 21692 1.56% 0.121%
17 7.486 467 468 469 rvv 18462 17531 1.26% 0.098%
18 7.520 469 471 473 rVB 73812 70518 5.07% 0.393%
19 7.806 491 496 503 rBV3 19115 39169 2.81% 0.218%
20 8.057 514 518 520 rBvV2 408737 708569 50.91% 3.946%
21 8.560 560 562 564 rBvV 22098 28241 2.03% 0.157%
22 8.640 567 569 572 rVB 405646 478000 34.34% 2.662%
23 8.972 593 598 599 rBV3 28503 45100 3.24% 0.251%
24 9.132 610 612 614 rBY 1669186 1391912 100.00% 7.752%
25 9.166 614 615 617 rVB 18334 16600 1.19% 0.092%
26 9.212 617 619 620 rBvV 46635 41635 2.99% 0.232%
27 9.486 640 643 644 rBvV2 13561 21387 1.54% 0.119%
28 9.532 644 647 648 rvV 94535 102553 7.37% 0.571%
29 9.623 651 655 657 rBv 14949 29454 2.12% 0.164%
30 9.703 660 662 663 rBv 70900 56922 4_.09% 0.317%
31 9.738 663 665 669 rvB 26250 23116 1.66% 0.129%
32 9.806 669 671 673 rBvY 642764 604084 43.40% 3.365%
33 10.012 686 689 692 rvB2 18768 30932 2.22% 0.172%
34 10.069 692 694 695 rBvV 32714 28451 2.04% 0.158%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

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-BF101015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.103 695 697 698 rvB 15466 18833 1.35% 0.105%
36 10.172 701 703 705 rBV 24477 26762 1.92% 0.149%
37 10.206 705 706 708 rvv 27326 30470 2.19% 0.170%
38 10.241 708 709 713 rVB 54282 65345 4.69% 0.364%
39 10.458 725 728 731 rBV 14580 26989 1.94% 0.150%
40 10.515 731 733 734 rBV 25260 26079 1.87% 0.145%
41 10.549 734 736 738 rvV 68311 71447 5.13% 0.398%
42 10.606 738 741 743 rVV 466853 630699 45.31% 3.513%
43 10.686 746 748 749 rvV 60079 62044 4._.46% 0.346%
44 10.709 749 750 755 rvv 42285 81363 5.85% 0.453%
45 10.778 755 756 758 rvv 21318 30051 2.16% 0.167%
46 10.812 758 759 761 rvv2 25433 32350 2.32% 0.180%
47 10.846 761 762 766 rVvv3 20470 39348 2.83% 0.219%
48 10.915 766 768 771 rVvv3 14295 26091 1.87% 0.145%
49 10.972 771 773 774 rVvVv2 34587 38966 2.80% 0.217%
50 10.995 774 775 777 rVVW 24963 28151 2.02% 0.157%
51 11.041 777 779 781 rBV2 30560 43422 3.12% 0.242%
52 11.178 788 791 793 rBV 35186 61993 4._.45% 0.345%
53 11.292 799 801 804 rBvV 388871 495651 35.61% 2.761%
54 11.349 804 806 808 rvB 14997 17018 1.22% 0.095%
55 11.429 810 813 815 rvv 16971 27450 1.97% 0.153%
56 11.475 815 817 818 rvVv 33880 35377 2.54% 0.197%
57 11.532 818 822 824 rvv2 18011 43777 3.15% 0.244%
58 11.589 826 827 830 rvVvB 23074 29002 2.08% 0.162%
59 11.749 838 841 846 rVB3 7360 21922 1.57% 0.122%
60 11.841 846 849 851 rBvV 332546 485073 34.85% 2.702%
61 11.932 854 857 860 rvv3 24073 52661 3.78% 0.293%
62 11.989 860 862 863 rvv2 12952 25233 1.81% 0.141%
63 12.081 867 870 875 rvB2 27893 36285 2.61% 0.202%
64 12.264 881 886 888 rBV 9765 18670 1.34% 0.104%
65 12.309 888 890 892 rvv2 12228 17533 1.26% 0.098%
66 12.366 892 895 899 rvB3 9982 28918 2.08% 0.161%

67 12.549 906 911 916 rBv2 295947 548180 39.38% 3.053%
68 12.618 916 917 922 rVvV 81800 114462 8.22% 0.638%
69 12.709 922 925 928 rVB2 16427 34559 2.48% 0.192%
70 12.892 938 941 943 rBV 876321 1163864 83.62% 6.482%

71 13.235 969 971 976 rBv4 9378 17956 1.29% 0.100%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

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

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

Method :
Title :
72 13.372 979 983 989 rvVv 93429 188766 13.56% 1.051%
73 13.601 1001 1003 1004 rBV 10605 18399 1.32% 0.102%
74 13.807 1018 1021 1025 rVB3 63225 123621 8.88% 0.689%
75 13.955 1031 1034 1037 rBV 504270 588228 42.26% 3.276%

76 14.081 1042 1045 1048 rVvVv 86876 129579 9.31% 0.722%
77 14.767 1102 1105 1107 rBV 948492 1060957 76.22% 5.909%

78 14.847 1110 1112 1115 rVB 61178 88803 6.38% 0.495%
79 15.430 1161 1163 1170 rVB 243916 396122 28.46% 2.206%
80 16.961 1294 1297 1301 rBvV4 35494 79498 5.71% 0.443%

81 17.338 1328 1330 1342 rVB10 37882 137102 9.85% 0.764%
82 19.281 1496 1500 1508 rVB2 78841 261938 18.82% 1.459%

Sum of corrected areas: 17954493
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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: BF082466.D
1500000
6.91
5.36 6.48.54
1000000
4.91 7.34
500000 6.77 8.06
6.88
2.32
o 4.01 L 638/ |b. qu7i 7.81 8.5
=y e e e A e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082466.D
9|13
1500000
14.77
1000000 12.89
9.81
10.61 13.96
500000 g4 - 11.29 e
. 12.55
14.85
4.08
b 9.5 0,74 102 080 52 s ot 1.0 l 12.62 13.37 3.8 JA_,
|| 8o7pal o jo @7 L00HA oETOARE 10 150 111 080BveaRa7| (1271 13.24\ 13607 LA
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082466.D
1500000
1000000
500000
15.43
16.96 17.34 19.28
777
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 2-Butanone, 3-hydroxy- Concentration Rank 10

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

2.32 8.86 ng 200281 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-hvdroxv- 88 C4H802 000513-86-0 86
2 Propane. l1l-methoxv-2-methvl- 88 C5H120 000625-44-5 56
3 2-Propanone. 1l-methoxv- 88 C4H802 005878-19-3 43
4 Ethanol. 2-(vinvloxv)- 88 C4H802 000764-48-7 9
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 7

Abundance Scan 16 (2.320 min): BF082466.D (-14) (-) m/z 45.10 100.00%
43.1
5000 {S
88.0 2.202.302.40 2.50 2.60 2.70
OO § PO N N m/z 43.10 63.36%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2012: 2-Butanone, 3-hydroxy-
45.0
5000 N VA AL A A B
2.202.30 2.40 2.50 2.60 2.70
m/z 88.00 7.77T%
27.0 73.0 88.0
I L I I I I IV I
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
45.0
2.202.30 2.40 2.50 2.60 2.70
5000 m/z 42.10 6.07%
15.0 29.0
oL 20 37.0 56.0 73.0 88.0
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #2016: 2-Propanone, 1-methoxy-
45.0 2.202.30 2.40 2.50 2.60 2.70
m/z 44.00 2.69%
5000 58.0
29.0
0 15.0 | 370 88.0
m/z--> 0 10 20 30 40 50 60 70 8 90 2.202.302.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.91 26.51 ng 599062 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 243 (4.914 min): BF082466.D (-240) (-) m/z 43.10 100.00%
431
59.1
5000
1oL 460 4.80 5.00 5.20
o...,....,....,....-,':.~..,..'!.|,...6?-,1....?.37:1..,...:,|....,. m/z 59.10 62.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IRBENARE SARRE LS SRR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 18.75%
0 20 | 510 | es0  830g19 0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 4.80 500 520
5000 m/z 58.10 15.51%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e R maa R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.84%
5000 41.0
31.0
69.0 870
15.0 M L 510 | 98.0
S L SR I SIS UL RIS S SULI S WAL IESENRARE SRR LR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 3 unknown6.54 Concentration Rank 2

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

6.54 51.13 ng 1155220 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 385 (6.537 min): BF082466.D (-382) (-) m/z 132.00 100.00%
132.0
5000
68.1
N o ok oho o
Ol ettt o b 2280 L+ m/z 134.00  33.30%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR L U S
6.20 6.40 6.60 6.80
310 510 m/z 68.10 31.18%
0"hMH'H'|J”ﬂ|'“'|J“'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 20.63%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R A )
132.0 6.20 6.40 6.60 6.80
m/z 96.10 12.84%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 4 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 9

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

6.88 11.52 ng 260351 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl-4-(l1-methv... 136 C10H16 005989-54-8 94
2 Limonene 136 C10H16 000138-86-3 91
3 D-Limonene 136 C10H16 005989-27-5 76
4 Cvclohexene. 1-methvl-4-(l1-methv... 136 C10H16 007705-14-8 76
5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 70

Abundance Scan 415 (6.880 min): BF082466.D (-413) (-) m/z 68.10 100.00%
68.1 931
5000 >id
411 ot 1071 1211
: 136.1
e L
o} SR 11PN T N 1 O 1 N R SV m/z 93.10 78.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15340: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
68.0
93.0
5000 L A R L L
390 g3 79.0 6.60 6.80 7.00 7.20
27.0 ‘ 1070 1210 m/z 67.10 78.53%
Ok |"""I""lm"“ .‘..l..k | ...‘.l‘....l..‘..l..‘..l....l‘....l:.li??.cl)...
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68.0
A"W"”I"”I'”'I'”'
6.60 6.80 7.00 7.20
5000 93.0 m/z 57.10 53.14%
79.0
270 410 530 107.0 1210 136.0
e R R R A AR R AR AN WAL SR LSS LR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15138: D-Limonene
64.0 6.60 6.80 7.00 7.20
m/z 79.10 38.53%
5000 93.0
o70 410 530 79.0 1070 1210 1360
0 |||||‘l‘|||||Ml‘||||‘i‘|‘|||||w | |||‘ﬁ‘l‘|||||‘||‘|||||‘|‘l||||||‘|||||||||||||
m/z--> 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\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 Tridecane Concentration Rank 7

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

8.64 13.49 ng 473000 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Hexadecane 226 C16H34 000544-76-3 83
3 Tetradecane 198 C14H30 000629-59-4 83
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64

Abundance Scan 569 (8.640 min): BF082466.D (-567) (-) m/z 57.05 100.00%
5%.0
5000
85.1 A
B R
39/1 8.40 8.60 8.80 9.00
o S ..|,..":.,~:...-,.1.1.2.1,...1.4,1.1...,....1?.“.2].,....,.... m/z 43.10 75.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Tridecane
57.0
5000 L B AL R
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.10 48.05%
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57.0
840 860 880 9.00
5000 m/z 41.10 34.84Y%
85.0
29.0
0 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance #55008: Tetradecane A R B
57.0 8.40 8.60 8.80 9.00
m/z 85.10 27 .32%
5000 85.0
29.0
. | I | 1130 1410 1690 198.0
m/z--> ' ' éo 50 160 150 140 160 180 260 250 &ho &%o &%o 960
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 7 Trichloroacetic acid, penta... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.69 2.50 ng 62044 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 74
2 2-Hexvl-1-octanol 214 C14H300 019780-79-1 72
3 1-Octadecene 252 C18H36 000112-88-9 72
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 52
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 42
Abundance Scan 748 (10.686 min): BF082466.D (-746) (-) m/z 57.10 100.00%
571.1
97.1
5000
200 1411 10.40 10.60 10.80 11.00
N e | M/z 43.10  81.39%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 LI BN UL SURLLE SURA
111.0 10,40 10.60 10.80 11.00
m/z 55.10 65.86%
m/z--> ﬁo 40 60 8 100 120 150 1éo 1éo 200 250 240
Abundance
57.0
10.40 10,60 10.80 11.00
5000 m/z 97.10 64 .13%
29.0 85.0
111.0
o 139.0 168.0 1960
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89783: 1-Octadecene B Al B R
57.0 10.40 10.60 10.80 11.00
83.0 m/z 71.10 61.99%
5000
29.0 111.0
o \‘ Ll L) 10 1680 1060 2240 2520
miz-> 20 40 60 80 100 120 150 1éo 180 200 220 240 10,40 10.60 10.80 11.00

8270-BF101015.M Fri Oct 23 16:28:53 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 Tetradecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.71 3.28 ng 81363 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Dodecane 170 C12H26 000112-40-3 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Tritetracontane 605 C43H88 007098-21-7 80
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 750 (10.709 min): BF082466.D (-749) (-) m/z 57.10 100.00%
57.1
5000 A 851
1131 195.1 10,40 10.60 10.80 11.00
0 e 1 wiz 43.10 76.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55008: Tetradecane
57.0
5000 85.0 LS DU BULULN BN IR
41,0 10. 40 10 60 10 80 11.00
m/z 71.10 63.21%
. 20 | | L 1130 1410 1690 1980
m/z--> ' ' éo 85 160 150 150 1éo 1éo 260
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 36.03%
41.0 85.0
14.0 113.0 141.0 170.0
L T e L e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45544: Tridecane L L L L B L L B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 34 .58%
5000
41lo 85.0
ol 200 “\ i “ 1130 14101560 1840
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 15';0 2(')0 10. 40 10 60 10 80 11. 00

8270-BF101015.M Fri Oct 23 16:28:54 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 Pentadecane, 8-heptyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.18 2.50 ng 61993 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 59
2 Pentadecane 212 C15H32 000629-62-9 59
3 Octadecane 254 C18H38 000593-45-3 59
4 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 59
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 58

Abundance Scan 791 (11.178 min): BF082466.D (-788) (-) m/z 57.10 100.00%

57.1

5000

10.80 11.00 11.20 11.40

o m/z 71.10 73.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 T[T I T[T rrrrrrprrrrm
850 10.80 11.00 11.20 11.40
29.0 m/z 43.10 54 _.93%
113.0 210 0
o L ‘ U |77 1410 1690 239.0 266.0  309.0
”quupnluupnq””“”.””.”.””.”.”“.”.””.”q”“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
B RE e
85.0 10.80 11.00 11.20 11.40
5000 ' m/z 85.10 54.61%
29.0

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

Abundance #91035: Octadecane R

57.0 10.80 11.00 11.20 11.40
m/z 41.10 30.89%

5000 85.0
29.0
oL | | ) M30 1410 1600 197.0 2250 254.0

R T e Rl L T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40

8270-BF101015.M Fri Oct 23 16:28:54 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.84 19.57 ng 485073 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 849 (11.841 min): BF082466.D (-846) (-) m/z 73.10 100.00%
43.1 i
5000 1291
11.60 11.80 12.00 12.20
o] B ' m/z 60.10 86.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000
11.60 11.80 12.00 12.20
1290 2560 m/z 43.10 79.12%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
73.0
43.0 HR NS SN SURIUSA B
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 77.39%
185.0
97.0 228.0
41150 157.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #65566: Tridecanoic acid B AR REE
73.0 11.60 11.80 12.00 12.20
m/z 55.10 69.59%
43.0
5000
129.0
710 2140
ol 180\\|\ H‘ h‘\ HM A 19,0 ‘ T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. oo 12 20

8270-BF101015.M Fri Oct 23 16:28:55 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 11 9,12,15-Octadecatrien-1-ol,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.55 22.12 ng 548180 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12.15-Octadecatrien-1-ol. (Z.Z... 264 C18H320 000506-44-5 90
2 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 90
3 cis.cis.cis-7.10.13-Hexadecatrienal 234 C16H260 056797-43-4 90
4 9.12.15-0Octadecatrienal 262 C18H300 026537-71-3 87
5 Methyl (2)-5,11,14,17-eicosatetr... 318 C21H3402 059149-01-8 86

Abundance Scan 911 (12.549 min): BF082466.D (-906) (-) m/z 79.10 100.00%

5000

—

12.20 12.40 12.60 12.80
m/z 67.05  78.58%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96963: 9,12,15-Octadecatrien-1-ol, (Z,2,2)-
41.0

-

5000
12.20 12.40 12.60 12.80
m/z 55.10 75.94%
o 1350 1630 208.0 2350 264.0
A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79.0
L e
41.0 12.20 12.40 12.60 12.80
5000 m/z 41.10 72.23%
108.0
135.0
o 163.0 191.0 236.0 292.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78684: cis,cis,cis-7,10,13-Hexadecatrienal R mEE e
.0 12.20 12.40 12.60 12.80

m/z 95.10 49_.32%

5000

:

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF101015.M Fri Oct 23 16:28:56 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.62 4.62 ng 114462 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 53
4 Amvl Nitrite 117 C5H11NO2 000110-46-3 27
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 25
Abundance Scan 917 (12.618 min): BF082466.D (-916) (-) m/z 43.10 100.00%
. 1

5000

12.20 12.40 12.60 12.80 13.00

0! m/z 73.10 93.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0

12.20 12.40 12.60 12.80 13.00
m/z 57.10 92.21%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
R e e e
43.0 12.20 12.40 12.60 12.80 13.00
m/z 60.05 81.88%
5000 1290
185.0 228.0
97.0

0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy!

0

12.20 12.40 12.60 12.80 13.00
m/z 55.05 74 .90%

5000

’ I T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00

8270-BF101015.M Fri Oct 23 16:28:57 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.37 6.42 ng 188766 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 Hexadecanamide 255 C16H33N0 000629-54-9 72
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 59
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 983 (13.372 min): BF082466.D (-979) (-) m/z 59.10 100.00%
59.1
5000 JK/L
S Smmm et
126.1 13.00 13.20 13.40 13.60
151.1
o 1931 2211 m/z 72.10  61.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 UL LR SR
13100 13.20 13.40 13.60
m/z 55.10 38.81%
0 200| || 830 11401350157 1840 2200 2530 281.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 2é0 280
Abundance
59.0
13.00 13.20 13.40 13.60
5000 m/z 41.10 32.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36772: Heptanamide, 4-ethyl-5-methyl- B R o REmER
54.0 13.00 13.20 13.40 13.60
m/z 43.10 23.33%
5000
114.0
L2000 o | w20 i
m/z--> 20 40 60 ab 160 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF101015.M Fri Oct 23 16:28:58 2015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 Acetic acid, chloro-, hexad... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.81 4.20 ng 123621 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 91
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 90
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 64
4 3-Heptafluorobutvroxvpentadecane 424 C19H31F702 1000245-50-1 60
5 Chloroacetic acid, pentadecyl ester 304 C17H33CI02 070301-47-2 60
Abundance Scan 1021 (13.807 min): BF082466.D (-1018) (-) m/z 55.10 100.00%
541
83.1

5000

13.40 13.60 13.80 14.00 14.20

0 m/z 57.10 90.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127050: Acetic acid, chloro-, hexadecy! ester
43.0 83.0

5000 LA L L L L L L L LB
13. 40 13. 60 13. 80 14. OO 14 20
m/z 83.10 71.32%
I, 139.0 1660 196.0 222.0 269.0
o — X
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0 83.0
R e s
13.40 13.60 13.80 14.00 14.20
0
5000 110 m/z 43.10 67.84%
20.0 140.0 1690 207.0 250.0 297.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145521: Bromoacetic acid, hexadecy! ester A BREEE B e
43.0 13.40 13.60 13.80 14.00 14.20

m/z 69.10 66 .64%

5000

Olﬂ.wlu e o e IR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13. 80 14. 00 14 20

8270-BF101015.M Fri Oct 23 16:28:59 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 Heptanamide, 4-ethyl-5-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.08 4.41 ng 129579 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 52
2 Octanamide 143 C8H17NO 000629-01-6 47
3 Tetradecanamide 227 C14H29NO 000638-58-4 45
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 43
5 Decanamide- 171 C10H21NO 002319-29-1 42

Abundance Scan 1045 (14.081 min): BF082466.D (-1042) (-) m/z 59.10 100.00%
59.1
5000 AA
126.1 13.80 14.00 14.20 14.40
39 + 1541 : : : :
o 5 184.2 21322352 266.3 77 72 10 64610
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36772: Heptanamide, 4-ethyl-5-methyl-
59.0
5000 L UL SUCRE UL UL
114.0 13.80 14.00 14.20 14.40
' m/z 55.10 39.56%
L B0 | lmo w0 amo
m/z--> 20 40 60 éo 160 120 1&0 160 180 200 220 240 260
Abundance
59.0
13.80 14.00 14.20 14.40
5000 m/z 41.10 27 .48%
i o et ot M/_[\\/M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74437: Tetradecanamide R B LA M e e
59.0 13.80 14.00 14.20 14.40
m/z 43.10 22 .32%
5000 M
290
o || | | 880441280 156.0 184.0 2270
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40

8270-BF101015.M Fri Oct 23 16:29:00 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 Squalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.85 4.48 ng 88803 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 87
2 Farnesol isomer a 222 C15H260 1000108-92-4 74
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 64
5 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 59
Abundance Scan 1112 (14.847 min): BF082466.D (-1110) (-) m/z 69.10 100.00%
69.1
5000 /—/A‘/\\—~
IR UM SR B B
07.1137.1 3551 14.60 14.80 15.00 15.20
oL, ?9.]1,'.' pla ) A 17202081 24512702 T ‘m/z 81.10 53.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
5000 LI BULILIL B SRR B
14.60 14.80 15.00 15.20
1370 m/z 41.10 20.63%
ol20. o’ _ | [ 10707777 191.0 231.0 273.0 341.0 410.0
m/z--> §o 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15.20
5000 m/z 95.10 15.12%
. 1090 161 0191.0202.0 ~AAJVVVmHAAfL~A»\-va~wA
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R A BT B S
69.0 14.60 14.80 15.00 15.20
m/z 68.10 11.24%
5000 y/vﬂﬁ-wﬁg~vAkf\ﬁ_A/V”“AAA-NI
137.0
02|7:0|||JIJAOISIOIIIIIII:II'Q?OIIII ——r— ——r— T e R R R
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082466.D

Aca On : 23 Oct 2015 1:20

Operator : UM/I1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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 unknownl19.28 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.28 13.23 ng 261938 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridol3.4-dlpvrimidine-2.4(1H.3... 219 C11H13N302 022389-81-7 27
2 Methvl 3.5-dichloroanthranilate 219 C8H7CI2N0O2 052727-62-5 25
3 Benzenamine. 4-(4-chlorophenoxv)- 219 C12H10CINO 000101-79-1 25
4 Phenethenvl cvanide. 3.4.5-trime... 219 C12H13NO3 112369-98-9 25
5 1H-Pyrrole, 2,4-diphenyl- 219 C16H13N 003274-56-4 25
Abundance Scan 1500 (19.281 min): BF082466.D (-1496) (-) m/z 57.10 100.00%
T "/J\\/\w
219.2
5000 530.5
147.1 et
j 172 263.1 19.00 19.20 19.40 19.60
Ol Al b, m/z 219.20 80.41%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68539: Pyrido[3,4-d]pyrimidine-2,4(1H,3H)-dione, 1,3,6,8-...
219.0
5000
19.00 19.20 19.40 19.60
147.0 m/z 43.10 49 .00%
420 g5 ‘ ‘
0 ”.Nﬁwwmnhyﬁmep.........”,.”.,”..“..w..”
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
219.0
119.00 19.20 19.40 19.60
5000 m/z 530.50 42 .94%

52.0 97.0 159.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

—

Abundance #68587: Benzenamine, 4-(4-chlorophenoxy)- A mam e e
08.0 219.0 19.00 19.20 19.40 19.60
108. m/z 515.45 39.57%
5000
65
0 %QQ.,&%?.,...%???.. A e SMRRESSEENSIMRY R M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 00 19. 20 19. 40 19 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102215\
Data File : BF082466.D

Acq On : 23 Oct 2015 1:20

Operator : UM/1Z

Sample : G4109-01

Misc :

ALS Vial : 21 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]
2-Butanone, 3-hyd... 2.32 8.9 ng 200281 1 6.77 451898 20.0
2-Pentanone, 4-hy... 4.91 26.5 ng 599062 1 6.77 451898 20.0
unknown6 .54 6.54 51.1 ng 1155220 1 6.77 451898 20.0
Cyclohexene, 1-me... 6.88 11.5 ng 260351 1 6.77 451898 20.0
Tridecane 8.64 13.5 ng 478000 2 8.06 708569 20.0
Trichloroacetic a... 10.69 2.5 ng 62044 4 11.29 495651 20.0
Tetradecane 10.71 3.3 ng 81363 4 11.29 495651 20.0
Pentadecane, 8-he... 11.18 2.5 ng 61993 4 11.29 495651 20.0
n-Hexadecanoic acid 11.84 19.6 ng 485073 4 11.29 495651 20.0
9,12,15-Octadecat... 12.55 22.1 ng 548180 4 11.29 495651 20.0
Pentadecanoic acid 12.62 4.6 ng 114462 4 11.29 495651 20.0
9-Octadecenamide, ... 13.37 6.4 ng 188766 5 13.96 588228 20.0
Acetic acid, chlo... 13.81 4.2 ng 123621 5 13.96 588228 20.0
Heptanamide, 4-et... 14.08 4.4 ng 129579 5 13.96 588228 20.0
Squalene 14.85 4.5 ng 88803 6 15.44 396122 20.0
unknown19 .28 19.28 13.2 ng 261938 6 15.44 396122 20.0
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