LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 height area % max. total
1 1.247 11 14 17 rBV 612532 631502 56.04% 5.138%
2 1.327 19 21 22 rBY 10917 15982 1.42% 0.130%
3 1.441 29 31 37 rBv 22600 55792 4_95% 0.454%
4 1.533 37 39 61 rvB 156556 498523 44.24%  4.056%
5 4.459 290 295 312 rBVY 207789 575937 51.11% 4.686%
6 5.327 368 371 389 rBY 516909 975110 86.53% 7.933%
7 7.590 566 569 574 rBY 578364 1002607 88.97% 8.157%
8 7.682 574 577 587 rVB 606944 1077463 95.61% 8.766%
9 8.173 617 620 630 rvB 176056 287549 25.52% 2.339%
10 8.493 645 648 659 rBB 450708 756114 67.10% 6.151%

11 9.465 729 733 746 rBV 362884 671064 59.55% 5.459%
12 11.065 870 873 882 rBvV 201990 364178 32.32% 2.963%
13 13.705 1100 1104 1108 rBV 621478 1126883 100.00% 9.168%
14 14.768 1193 1197 1206 rBB 106214 171990 15.26% 1.399%
15 15.191 1231 1234 1240 rBB 212559 381914 33.89% 3.107%

16 16.597 1354 1357 1360 rBB 8589 13029 1.16% 0.106%
17 17.100 1397 1401 1410 rBB 331888 630824 55.98% 5.132%
18 17.740 1454 1457 1463 rBB 10860 24130 2.14% 0.196%
19 18.700 1537 1541 1544 rBV 229865 393459 34.92% 3.201%
20 18.757 1544 1546 1549 rVB 9452 15773 1.40% 0.128%
21 18.826 1549 1552 1555 rBV 8586 15995 1.42% 0.130%
22 20.243 1674 1676 1682 rBV2 6216 14364 1.27% 0.117%
23 20.346 1682 1685 1688 rVV 13208 24634 2.19% 0.200%
24 20.460 1692 1695 1707 rVB 58111 115548 10.25% 0.940%
25 21.386 1773 1776 1778 rBV 34986 45066 4._00% 0.367%
26 21.740 1804 1807 1811 rBV 35810 62874 5.58% 0.512%

27 22.072 1833 1836 1838 rBV 913004 1025610 91.01% 8.344%
28 23.340 1943 1947 1949 rBV2 286363 504576 44.78% 4._.105%

29 23.375 1949 1950 1955 rvVv 37917 41879 3.72% 0.341%
30 23.455 1955 1957 1959 rVB 9799 11510 1.02% 0.094%
31 24.015 2003 2006 2009 rBV 19701 32701 2.90% 0.266%
32 24.369 2034 2037 2039 rBV 150144 143443 12.73% 1.167%
33 24.449 2041 2044 2049 rBvV 46337 85201 7.56% 0.693%
34 24.609 2055 2058 2062 rBV2 15627 36566 3.24% 0.297%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 24.689 2062 2065 2067 rVvVv 31029 30310 2.69% 0.247%
36 24.735 2067 2069 2071 rBV 32496 30839 2.74% 0.251%
37 24.781 2071 2073 2076 rBV 184278 192376 17.07% 1.565%
38 25.021 2092 2094 2098 rVB3 10187 14013 1.24% 0.114%
39 25.215 2110 2111 2115 rVV3 13563 20735 1.84% 0.169%
40 25.409 2125 2128 2134 rVB3 10884 24283 2.15% 0.198%
41 25.706 2151 2154 2159 rBV3 9103 21204 1.88% 0.173%
42 25.821 2161 2164 2167 rVB2 22334 32882 2.92% 0.268%
43 25.935 2170 2174 2176 rBV4 3763 11723 1.04% 0.095%
44 25.981 2176 2178 2181 rVB3 6359 11478 1.02% 0.093%
45 26.118 2187 2190 2195 rBVY 17480 32561 2.89% 0.265%
46 26.198 2195 2197 2202 rVB4 12227 25409 2.25% 0.207%
47 27.535 2309 2314 2319 rVB7 4641 14162 1.26% 0.115%

Sum of corrected areas: 12291765
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/I1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081685.D

800000

1.25
600000 7.%'5538
5.33

8.49
400000 9.46

4.46
200000 | 153 8.17

1.3

e L L £ .

Time--> 150 200 250 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF081685.D

800000

13.71
600000

400000
17.10

200000 11.06

14.77

\ 16.60 17.74 83

L s At N 8. S

Time--> 10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Abundance TIC: BF081685.D
22,07

800000

600000

400000

200000

20.46
2004 21392174

Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50

27.54
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/I1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

1.25 43.92 ng 631502 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
3 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 14 (1.247 min): BF081685.D (-11) (-) m/z 73.10 100.00%
73.1
43.0
5000 55.1
87.1
1.20 1.30 1.40 1.50 1.60 1.70
)t 1 W VR N m/z 43.05 55.12%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 1.20 1.30 1.40 1.50 1.60 1.70
5.0 87.0 m/z 55.10 37.81%
29.0 ‘ ‘
0 N w‘w‘ !
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
450 5.0 1.20 1.30 1.40 1.50 1.60 1.70
5000 ' m/z 87.10 26.91%
27.0
15.0
G R UL RN IS RS IS LA IS RN SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4136: Boronic acid, ethyl-, dimethyl ester
73.0 1.20 1.30 1.40 1.50 1.60 1.70
m/z 41.05 16.97%
5000 43.0
15.0
ol 20 290 5.0 87.0  102.0
m/z--> 0 10 20 30 40 50 60 70 8 9 100 1.20 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/I1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.46 40.06 ng 575937 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 295 (4.459 min): BF081685.D (-290) (-) m/z 43.10 100.00%

43.1
59.1
5000

101.1 L e e e ]
83.1 4.20 4.40 4.60 4.80

O el 8| W/Z 59.10 54.84%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

420 4.40 4.60 4.80
m/z 101.10 13.91%

31.0 ‘ g30 1010
O e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
e
420 4.40 4.60 4.80
5000 m/z 58.10 12.70%
41.0
29.0 101.0
0 73.0 86.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e R )
59.0 4.20 440 460 480

m/z 41.10 8.94%

5000 41.0 /\
0 Ll 173.0 1260 1420

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80

8270-BF090115.M Fri Sep 18 08:24:11 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/I1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown7.68 Concentration Rank 1

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

7.68 74.94 ng 1077460 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 577 (7.682 min): BF081685.D (-574) (-) m/z 132.10 100.00%
13%.1
5000 68.1
91 a1 \ s Tk Tk 780 5bo
O bbbl ol 889 LW "m/z 68.10 50.08%
m/z--> 10 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
5000 U I UL L L
7.40 7.60 7.80 8.00
2.0 510 m/z 66.05 36.44%
O"P'“P'“J“JMJ'WM“'P“lP'”I““I“'W'“W'”'P'“I““ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 97.0 m/z 134.10 32.24%
70.0
31.0
. 44.0 86.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R
132.0 7.40 7.60 7.80 8.00
m/z 69.10 20.86%
5000

63.0
15.0 28039()52()H ﬁo %leouﬁo

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

8270-BF090115.M Fri Sep 18 08:24:13 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/I1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.46 5.87 ng 115548 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 72
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 59
4 _.alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 53
5 Nonanoic acid 158 C9H1802 000112-05-0 50
Abundance Scan 1695 (20.460 min): BF081685.D (-1692) (-) m/z 43.05 100.00%
43.0 60.0
5000
831 129.1
99.1 157.2 1852 2132 20.20 20.40 20.60 20.80
0! m/z 41.10 86.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid
60.0
43.0
5000
85.0 1290 o 20.20 20.40 20.60 20.80
2710 ‘ ' m/z 60.00 84.07%
200.0
OFrr .‘j. .‘i‘a‘. .”l“‘.‘l“‘.‘. Pl kh‘l“:.[:!-%.‘.ol et ‘. - .‘. :.I'?:?.O. N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
2020 20.40 20.60 20.80
5000 43.0 m/z 57.10 79.74%
70 85.0 129.0
1 1110 1570 1860
G S R U UL S B SN L SRS RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37189: n-Decanoic acid
60.0 20.20 20.40 20.60 20.80
m/z 73.10 78.22%
5000 41.0
129.0
87.0
ob 280l U W T PR L st
m/z--> 20 40 60 80 100 120 140 160 180 200 20. 20 20. 40 20 60 20. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/I1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .37 14.91 ng 143443 Perylene-d12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 7,11-Dimethyldodeca-2,6,10-trien. .. 208 C14H240 125529-10-4 72
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
5 1,3-Dioxolan-2-one, 3-methyl-3-(... 264 C16H2403 336879-76-6 64
Abundance Scan 2037 (24.369 min): BF081685.D (-2034) (-) m/z 69.10 100.00%
69.1 A
5000
07.1137.2 24.00 24.20 24.40 24.60
oL ¥ iy o2 /7 81.10  51.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 L B UL BN A N
24,00 24.20 24.40 24.60
m/z 41.10 32_.57%

137.0
o e ﬂroﬂ 0“ 1910 2310 273.0 341.0 410.0
il y e e T
miz--> 50 100 150 200 250 300 350 400
Abundance
69.0

24 00 24.20 24. 40 24.60

5000 m/z 95.10 13.53%
137.0
o200 107.0 191.0 231.0 273.0 341.0 410.0
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol T
69.0 24.00 24.20 24.40 24.60

m/z 68.10 12.16%

5000

ﬂ%wwh%#wo‘m%

ol b L e e e e

T
m/z--> 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/I1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-lodo-2-methylundecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .61 3.80 ng 36566 Perylene-d12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methylundecane 296 C12H251 073105-67-6 59
2 Hexadecane 226 C16H34 000544-76-3 59
3 Tetradecane 198 C14H30 000629-59-4 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
Abundance Scan 2058 (24.609 min): BF081685.D (-2055) (-) m/z 57.05 100.00%
571.0
5000
85.1
Uy 2 2420 24,40 24.60 24.80 25.00
Obrrrprrre e e Ll L e e e || M7z 43.10 0 52.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114973: 1-lodo-2-methylundecane
57.0
5000 ABVLVALNAB ABRR
85.0 24,20 24,40 24.60 24.80 25.00
29.0 m/z 71.10 49 _25%
okl | ‘H@O 1690 2110 296.0
m/z--> 20 40 eb éo 100 150 140 1éo 180 200 220 240 260 280
Abundance
57.0
24.20 24.40 24.60 24.80 25.00
5000 m/z 85.10 34 .38%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57.0 24.20 24.40 24.60 24.80 25.00
m/z 55.10 24 .69%
5000 85.0
29.0
0 Ll ‘ | ”1130‘]_4]_0 169.0 1980
m/z--> 20 40 eb éo 100 120 140 160 180 260 220 240 260 280 24,20 24,40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/I1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 1-Octadecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.21 2.16 ng 20735 Perylene-d12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 52
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 50
3 1-Docosene 308 C22H44 001599-67-3 49
4 1-Eicosanol 298 C20H420 000629-96-9 49
5 Trichloroacetic acid, undecyl ester 316 C13H23CI1302 074339-49-4 47
Abundance Scan 2111 (25.215 min): BF081685.D (-2110) (-) m/z 57.10 100.00%
57.1
5000 97.1
125.1 209.0 R D DU B U
24.80 25.00 25.20 25.40 25.60
O m/z 55.10 78.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89783: 1-Octadecene
57.0
83.0
5000 AR BRI B S
290 111.0 24.80 25.00 25.20 25.40 25.60
m/z 43.10 63.71%
ol | 139.0 168.0 196.0 224.0 252.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0 24,80 25.00 25.20 25.40 25.60
5000 m/z 97.10 45.21%
111.0

| 139.0 167.0 194.0 224.0 254.0

mmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene A BREEE B e
24.80 25.00 25.20 25.40 25.60
m/z 83.10 41.50%

5000

125.0

153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 24.80 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/I1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknown25.41 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.41 2.52 ng 24283 Perylene-di12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cedran-diol, 8S,14- 238 C15H2602 062600-05-9 37
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 168 C10H1602 000096-08-2 23
3 5,9-Dimethyl-2-(1-methylethylide... 224 C15H280 069239-72-1 12
4 11-Dodecyn-1-ol acetate 224 C14H2402 053596-78-4 12
5 9,12-Tetradecadien-1-ol, acetate... 252 C16H2802 031654-77-0 12
Abundance Scan 2128 (25.409 min): BF081685.D (-2125) (-) m/z 43.10 100.00%
431
5000 69.1 93.0
147.1 209.0
mn |\ s ESOB B B
Y SRS [N B | S 5 N | E— m/z 55.05 98.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81050: Cedran-diol, 8S,14-
43.0
189.0
5000 AR AR DR AR I
25. oo 25. 20 25 40 25. 60 25. 80
67.0 m/z 41.10 79.30%
0 "'I""Il""“ I‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
25.00 25,20 25.40 25.60 25.80
5000 m/z 57.10 70.65%
67.0 930
0l15:0 1230 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72451: 5,9-Dimethyl-2-(1-methylethylidene)-1-cyclodecanol A ERmEa mEa S
43.0 25.00 25.20 25.40 25.60 25.80
m/z 69.10 44 .68%
5000
69.0 oo g
‘ 121.0 163.0 209.0
0"'|""|""|"“"‘H‘ —r S — -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2500 2520 2540 2560 2580
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091715\
Data File : BF081685.D

Acq On : 17 Sep 2015 18:53

Operator : UM/1Z

Sample - G3620-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
Butane, 2-methoxy... 1.25 43.9 ng 631502 1 8.17 287549 20.0
2-Pentanone, 4-hy... 4._46 40.1 ng 575937 1 8.17 287549 20.0
unknown? .68 7.68 74.9 ng 1077460 1 8.17 287549 20.0
Dodecanoic acid 20.46 5.9 ng 115548 4 18.70 393459 20.0
Squalene 24 .37 14.9 ng 143443 6 24.78 192376 20.0
1-lodo-2-methylun... 24.61 3.8 ng 36566 6 24.78 192376 20.0
1-Octadecene 25.21 2.2 ng 20735 6 24.78 192376 20.0
unknown25.41 25.41 2.5 ng 24283 6 24.78 192376 20.0
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