LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31 Instrument :

Operator : UM/SJ ?:'l\!A_?S el
- _ lentosampleld :

3?22'6 : H5544-02 GW-109-9.6-18.0

ALS Vial : 9 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:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.592 122 128 149 rVB 5707021 10869677 37.78% 6.759%
2 5.325 415 423 434 rBV 313262 512472 1.78% 0.319%
3 5.795 496 503 511 rVvB 1235719 2069420 7.19% 1.287%
4 6.770 664 669 674 rVB 269235 424939 1.48% 0.264%
5 6.882 681 688 695 rVB3 246151 577516 2.01% 0.359%
6 7.211 739 744 751 rBV2 572675 984887 3.42% 0.612%
7 7.399 767 776 782 rBV2 906392 1948965 6.77% 1.212%
8 7.787 834 842 850 rVB 2120277 4057340 14.10% 2.523%
9 7.893 854 860 869 rBV2 170589 387190 1.35% 0.241%
10 8.204 907 913 918 rVB 801046 1275677 4_.43% 0.793%

11 8.263 918 923 933 rVvB3 391471 833886 2.90% 0.519%
12 8.357 933 939 946 rBv4 260355 547933 1.90% 0.341%
13 8.462 952 957 965 rVB 789648 1426048 4._.96% 0.887%
14 8.586 972 978 985 rVvVB 1922101 3332694 11.58% 2.072%
15 8.774 1004 1010 1015 rBV 606508 1156175 4.02% 0.719%

16 8.903 1024 1032 1037 rBV 537563 977627 3.40% 0.608%
17 9.115 1060 1068 1071 rBV2 261792 541182 1.88% 0.337%
18 9.355 1105 1109 1115 rVB5 189394 331862 1.15% 0.206%
19 9.438 1116 1123 1133 rBV 1705226 3310451 11.51% 2.058%
20 9.884 1189 1199 1207 rVB3 471773 1279149 4._.45% 0.795%

21 10.442 1277 1294 1303 rBV3 845003 3030256 10.53% 1.884%
22 10.971 1377 1384 1390 rBV5 160427 395997 1.38% 0.246%
23 11.095 1397 1405 1418 rVV3 798857 2007981 6.98% 1.249%
24 11.200 1418 1423 1431 rVB2 267103 523643 1.82% 0.326%
25 11.770 1513 1520 1522 rBV5 233646 495166 1.72% 0.308%

26 11.876 1531 1538 1545 rBV3 546423 1208608 4._.20% 0.752%
27 12.052 1563 1568 1573 rBV 404592 649994 2.26% 0.404%
28 12.663 1665 1672 1678 rVB4 348418 854821 2.97% 0.532%
29 13.069 1737 1741 1749 rBV5 433139 1129634 3.93% 0.702%
30 13.145 1750 1754 1755 rBV 446701 524392 1.82% 0.326%

31 13.327 1781 1785 1789 rBV3 395020 561566 1.95% 0.349%
32 13.380 1790 1794 1800 rVV 1045829 1625359 5.65% 1.011%
33 13.504 1809 1815 1821 rVB 4043789 6440828 22.39% 4_.005%
34 13.909 1880 1884 1890 rVB6 464945 824925 2.87% 0.513%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31 Instrument :

Operator : UM/SJ (BZII\!A_(tSS el
- _ lentosampleld :

a?zgle : H5544-02 GW-109-9.6-18.0

ALS Vial : 9 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 G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.191 1928 1932 1936 rBV2 650996 1106534 3.85% 0.688%

36 14.238 1937 1940 1944 rVv4 539892 865176 3.01% 0.538%
37 14.320 1945 1954 1959 rVV5 3297910 7213605 25.07% 4._485%
38 14.696 2015 2018 2025 rVB3 1162760 1766433 6.14% 1.098%
39 14.814 2033 2038 2041 rBV2 1390681 2466309 8.57% 1.534%
40 14.943 2056 2060 2063 rBV3 1016394 1481662 5.15% 0.921%

41 15.742 2193 2196 2200 rVB2 1714669 2456185 8.54% 1.527%
42 16.095 2250 2256 2262 rBY 8273757 15525676 53.96% 9.654%
43 16.377 2300 2304 2311 rBV5 4178789 8272228 28.75% 5.144%
44 16.582 2333 2339 2343 rBVY 16593306 28770042 100.00% 17.889%
45 17.399 2474 2478 2482 rVB 9738472 14440080 50.19% 8.979%

46 20.207 2951 2956 2961 rVB 7289226 9806372 34.09% 6.098%
47 21.759 3215 3220 3228 rVB 3450615 5032716 17.49% 3.129%

48 21.917 3243 3247 3254 rVB 1387700 2562057 8.91% 1.593%
49 25.349 3826 3831 3839 rVB 734193 1937599 6.73% 1.205%

Sum of corrected areas: 160820934
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

ﬁ?ggle i H5544-02 GW-109-9.6-18.0
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024757.D

2.5e+07
2e+07
1.5e+07
1le+07

3.59
5000000 1

9.10 4

L A\ af\ e

i 988 1044 14499y 14%BB05 126
[0} ‘ A o A A A A A

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG024757.D
16|58
2.5e+07 17.40

2e+07

16.09
1.5e+07 16.34

1le+07 20.21

14.32 21.76

1.92

5000000 13.50

O I I B o o o o e B e B B B o o I ILJBLAN B e o o I B e o o o o

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG024757.D

2.5e+07
2e+07
1.5e+07
1le+07

5000000

25.35
A

O T T T T T T T T T T A T T e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

Sample = H5544-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 2 Octane, 4,5-dipropyl- Concentration Rank 20

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

6.88 13.85 ng 577516 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4.5-dipropvl- 198 C14H30 020905-05-9 64
2 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 43
4 2-Propvl-1-pentanol. pentafluoro... 276 C11H17F502 1000365-51-2 43
5 1-Octyn-3-ol, 4-ethyl- 154 C10H180 005877-42-9 40

Abundance Scan 688 (6.882 min): BG024757.D (-681) (-) m/z 57.10 100.00%
g7
5000
98
6.60 6.80 7.00 7.20
oL, .H'.J, A26 167203 294 355 39%6 S nsz 41.10 41.72%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59897: Octane, 4,5-dipropyl-
57
5000
98 6.60 6.80 7.00 7.20
29 m/z 43.10 37.70%
ol 1, | | 128155 198
mz-> 0 éo 100 150 200 250 300 350 400 450 500
Abundance
57
6.60 6.80 7.00 7.20
5000 98 m/z 55.10 32.36%
29
0 142
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19221: Heptane, 3-ethyl-2-methy!- T T
57 6.60 6.80 7.00 7.20
m/z 98.10 26.00%
5000
98
29 142
o e
mz-> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

Sample = H5544-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 3 Octane, 2,6-dimethyl- Concentration Rank 13

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

7.21 23.62 ng 984887 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 50
2 2.7-Dioxabicvclol4.1.01heptan-3-... 142 C7H1003 126186-97-8 50
3 Octane. 3-methvl- 128 C9H20 002216-33-3 47
4 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 47
5 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 43

Abundance Scan 744 (7.211 min): BG024757.D (-739) (-) m/z 57.10 100.00%
g7
5000
98 6.80 7.00 7.20 7.40 7.60
Olrrrll; !.l.'.-l, 170 209 248 315 855 895 447 810540 | sz 43.10  39.66%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19181: Octane, 2,6-dimethyl-
57
5000 A R NI IR I
6.80 7.00 7.20 7.40 7.60
29 13 m/z 56.10 27 .12%
85
op.hwwwﬂ.wﬁ}?fu.. s
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
6.80 7.00 7.20 7.40 7.60
5000 m/z 41.10 25.83%
100
o 142
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12677: Octane, 3-methyl- i e
57 6.80 7.00 7.20 7.40 7.60
m/z 71.10 20.78%
5000
29
98
o 128
mz-> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40 7.60

8270-BG102516.M Tue Nov 08 17:01:26 2016

GW-109-9.6-18.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

Sample = H5544-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.79 Concentration Rank 3

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

7.79 97.31 ng 4057340 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 843 (7.793 min): BG024757.D (-834) (-) m/z 132.10 100.00%
132
68
5000
w0 | % 7.40 7.60 7.80 8.00 8.20
Ol b AL L 167 203 243 283 352 405 493 838 | /7 68.10  53.43%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LR LS SRR RS L
7.40 7.60 7.80 8.00 8.20
3 10 m/z 66.05 39.22%
Ol“Jth"l'“'l"“ | SR S UL SN B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
AN
69 RS AL SRR R L
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 35.06%
31
O S L L S B B I I S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- s e RN
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 22.13%
5000
. 28&.63, 104
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

Sample = H5544-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 5 Undecane, 3,6-dimethyl- Concentration Rank 9

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

8.20 30.60 ng 1275680 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 64
2 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 64
3 Heptane. 3-(bromomethvl)- 192 C8H17Br 018908-66-2 59
4 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 59
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59

Abundance Scan 912 (8.198 min): BG024757.D (-907) (-) m/z 57.10 100.00%
g7
5000
85113 7.80 8.00 820 8.40 8.60
0 ....,.J..,.&..l‘.‘l.l.?g.zo.?.?5?..?99...3;‘3.4...,....,....?1.9.. m/z 43.10 55.61%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48867: Undecane, 3,6-dimethyl-
57
5000 A LN B N
7.80 8.00 820 8.40 8.60
29 m/z 71.10 42 .82%
85113
D O O N
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
7.80 8.00 820 8.40 8.60
5000 m/z 56.10 35.13%
29 85
. 113141 184
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54942: Heptane, 3-(bromomethyl)-
57 7.80 8.00 820 8.40 8.60
m/z 41.10 33.76%
5000
2 | 183 113
mz-> 0 50 1(')0 150 200 250 300 350 400 450 500 780 8.00 8.0 8.40 8.60

8270-BG102516.M Tue Nov 08 17:01:28 2016

GW-109-9.6-18.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

ﬁ?ggle i H5544-02 GW-109-9.6-18.0
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Decane, 2,3,5-trimethyl- Concentration Rank 6

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

8.46 34.20 ng 1426050 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
2 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 72
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 72
4 Dodecane. 2.5-dimethvl- 198 C14H30 056292-65-0 72
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 957 (8.462 min): BG024757.D (-952) (-) m/z 57.10 100.00%
57
5000
185
127 8.20 8.40 8.60 8.80
Ol Wb g L0 195 207238267 313 356 424 516580 | Tn/z 43.05  44.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48894: Decane, 2,3,5-trimethyl-
57
5000 RN R AN U AR
85 8.20 840 8.60 8.80
m/z 71.10 43 .50%
29 141
D
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
8.20 8.40 8.60 8.80
5000 m/z 85.10 34 .44%
29
85
0 126 171
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105898: Heptadecane, 8-methyl-
8.20 8.40 8.60 8.80
m/z 41.10 27 .43%
5000

154

183211239
R REE e )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

Sample = H5544-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 8 Hexane, 2,2,4-trimethyl- Concentration Rank 11

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

8.77 27.73 ng 1156180 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 72
2 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 64
3 Heptane. 2.2-dimethvl- 128 C9H20 001071-26-7 64
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 53
5 Heptane, 2,2,3,5-tetramethyl- 156 C11H24 061868-42-6 53

Abundance Scan 1009 (8.768 min): BG024757.D (-1004) (-) m/z 57.10 100.00%
57
5000
85 113 8.40 8.60 8.80 9.00 9.20
o,....,.J...,...l.‘}g....zo.?"‘.3?.... 820 33 AL At S8 "m/z 56.10 40.86%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12721: Hexane, 2,2,4-trimethyl-
57
5000
8.40 8.60 8.80 9.00 9.20
29 m/z 43.10 29.77%
o 1| |sa 113
mz> 0 55 160 150 200 250 300 350 400 450 500
Abundance
57
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 25.04%
. 29 | g5 113
mz-> 0 50 100 150 200 250 300 350 400 450 500 |
Abundance #12687: Heptane, 2,2-dimethy!- e e RS
57 8.40 8.60 8.80 9.00 9.20
m/z 71.10 18.19%
5000
29
0 g5 113
m/z--> 6 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00 9.20

8270-BG102516.M Tue Nov 08 17:01:30 2016

GW-109-9.6-18.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

Sample = H5544-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 9 Tridecane, 3-methyl- Concentration Rank 14

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

8.90 23.45 ng 977627 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 72
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 59
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 53
4 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 53
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53

Abundance Scan 1031 (8.897 min): BG024757.D (-1024) (-) m/z 57.10 100.00%
57
5000
85 119 8.60 8.80 9.00 9.20
Ol bl u 1 195183 241 284 339 382 408489 %27 'm/z 56.10 30.98%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59890: Tridecane, 3-methyl-
57
5000
8.60 8.80 9.00 9.20
29 m/z 43.05 30.17%
o \ 113140169198
mz-> 0 55 160 150 200 250 300 350 400 450 500
Abundance
57
860 880 900 920
5000 m/z 41.10 27.15%
29 113
0 857 14
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12710: Hexane, 2,2,4-trimethyl- R e e S R
57 8.60 8.80 9.00 9.20
m/z 71.10 20.14%
5000
29
0|"“"'|'J§5'|1'1?"|""|'"' LI S B UL SR S
miz--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20

8270-BG102516.M Tue Nov 08 17:01:31 2016

GW-109-9.6-18.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

ﬁ?ggle i H5544-02 GW-109-9.6-18.0
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.44 30.18 ng 3030260 Naphthalene-d8 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 78
3 Ethvl .alpha.-d-alucopvranoside 208 C8H1606 1000127-29-4 59
4 Nonanoic acid 158 C9H1802 000112-05-0 53
5 Heptanoic acid 130 C7H1402 000111-14-8 53
Abundance Scan 1294 (10.442 min): BG024757.D (-1277) (-) m/z 60.10 100.00%
5000 ///\_
i e
10.20 10.40 10.60 10.80
ol 129 168 221 281 341 403 n/z 73.10 72 19%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20837: Octanoic acid
60
5000 LRI UL UL B B
mmmmmmmm
29 101 m/z 43.10 51.57%
b0
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
127 "' 10/20 1040 10.60 10.80
5000 m/z 41.10 48 .98%
87
o 29 2]_6 249 359
miz--> 0 éo 160 1%0 200 250 300 3%0 400 4%0 560 '
Abundance #68145: Ethyl .alpha.-d-glucopyranoside B B maa S
60 10.20 10.40 10.60 10.80
m/z 55.10 46 .79%
B /\J\/\h/\l\w
88
o ‘ # JM 116144 177 208
miz--> 0 5'0 1(')0 150 200 250 300 3&1;0 4(')0 4&'30 5(')0 ' 10. 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

ﬁ?ggle i H5544-02 GW-109-9.6-18.0
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Nonadecane, l1-chloro- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.07 15.25 ng 1129630 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 58
2 Decane 142 C10H22 000124-18-5 49
3 Tetradecane. 1l-bromo- 276 C14H29Br 000112-71-0 47
4 Heptadecane. l-bromo- 318 C17H35Br 003508-00-7 47
5 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 47
Abundance Scan 1741 (13.069 min): BG024757.D (-1737) (-) m/z 57.10 100.00%
57
5000
Mss
111 149 12.80 13.00 13.20 13.40
180
N 211 242 278 310 353 417 476 n/z 43.10 63.37%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #146523: Nonadecane, 1-chloro-
57
5000 R R U PR R
nmnmnmnm
29| | |85 m/z 41.10 55.85%
0 \‘ \“ u‘ M ‘ ‘\\ \ 1 147 175 203 231 259 302
miz--> 0 éo 100 150 260 2%0 360 3éo 460 4%0
Abundance
57
112.80 13.00 13.20 13.40
5000 m/z 71.10 46 .53%
113 142
L L A U W L B B WL I
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #124148: Tetradecane, 1-bromo- e Bl AR e e
57 12.80 13.00 13.20 13.40
m/z 55.10 42 .11%
135
5000
85
0 \‘ 111 | 1163 197221247 276
miz--> 0 éo 160 1%0 260 2%0 360 3éo 460 4%0 1280 1300 1320 1340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

Sample = H5544-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.38 21.94 ng 1625360 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 90
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 90
4 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 64
5 Oxalic acid, butyl neopentyl ester 216 C11H2004 1000309-72-8 53

Abundance Scan 1794 (13.380 min): BG024757.D (-1790) (-) m/z 57.10 100.00%
g7
5000
85
113 13.00 13.20 13.40 13.60
- J L 103,197 238 281 338 376 AISMIL 497 |\ sz 71.10  77.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57
5000 NSNS BN UM
13.00 13.20 13.40 13.60
29 85 m/z 43.10 54 _.80%
0 \J I “ A ‘\‘ \1}3“141 169 197
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
13.00 13.20 13.40 13.60
5000 m/z 41.10 41 _.37%
o 13141 183
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71405: Dodecane, 2,6,10—trimethy|— LIS L
57 13.00 13.20 13.40 13.60
m/z 85.10 30.46%
5000
29 85
o [ 1] M8 155183
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60

8270-BG102516.M Tue Nov 08 17:01:33 2016

GW-109-9.6-18.0

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

ﬁ?ggle i H5544-02 GW-109-9.6-18.0
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl14.19 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.19 14.94 ng 1106530 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. 2-pentadecv... 338 C17H32C1202 1000280-64-7 22
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 20
3 2.4-Pentanedione. 3-(1l-methvl-2-_... 154 C9H1402 029149-83-5 18
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 18
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 14
Abundance Scan 1932 (14.191 min): BG024757.D (-1928) (-) m/z 57.10 100.00%
5000 156
97 N
128 13.80 14.00 14.20 14.40 14.60
210
ol , 8L 5234 267 319 355380408 483 | h/z 55.10  68.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175065: Dichloroacetic acid, 2-pentadecy! ester
43
5000 69 R DU R BRI B
13. 80 14. oo 14. 20 14. 40 14. 60
‘ m/z 69.10 59.41%
210
ol — byl Uil 4 I\\lﬁlsllf?ll?zll T —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
83 LN AN SRR B
13.80 14.00 14.20 14.40 14.60
5000 111 m/z 43.10 54 _46Y%
29 139 189 210 255 406
oAby . T
m/z--> §0 160 1%0 260 2%0 360 3%0 460 4%0
Abundance #27712: 2,4-Pentanedione, 3-(1-methyl-2-propenyl)- T
43 13. 80 14. 00 14. 20 14. 40 14. 60

m/z 41.10 52 .43%

9 o ol

0..M‘,...w....,...w....,..”,....,..”,....,.. SN

m/z--> 50 100 150 200 250 300 350 400 450 13. 80 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

Sample = H5544-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 14 unknownl14.70 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.70 23.84 ng 1766430 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.17.1""-(l-ethanvl... 276 C20H36 055682-86-5 27
2 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 25
3 5-Hexen-1-ol. 2-(2-methvl-1-prop... 154 C10H180 018675-19-9 22
4 Triallvisilane 152 C9H16Si 001116-62-7 22
5 Thieno[2,3-d]-1,3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 15
Abundance Scan 2019 (14.702 min): BG024757.D (-2015) (-) m/z 193.20 100.00%
193
5000 69 g7
4l 37 e Ao/ VLA
165 14.40 14.60 14.80 15.00
o 222 276 325 376 446 500 539 n/z 69.10 44 290
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #124604: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris-
55
83
5000 L B B B SU
193 14.40 14.60 14.80 15.00
m/z 95.10 40.70%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69 97
1440 14.60 14.80 15.00
5000l 4L m/z 97.10 40.10%
153
o 126 | 181 224
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26828: 5-Hexen-1-ol, 2-(2-methyl-1-propenyl)- R aaE R A
69 14.40 14.60 14.80 15.00
41 m/z 109.10 38.27%
123
5000
0 ..M'\L. ..,'...‘.15?... e e e AR EEm s s e e R e EEEEE E e
mz-> 0 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00

8270-BG102516.M Tue Nov 08 17:01:35 2016

GW-109-9.6-18.0

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

ﬁ?ggle i H5544-02 GW-109-9.6-18.0
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Sulfurous acid, cyclohexylm... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.81 33.29 ng 2466310 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvImethvl... 402 C23H4603S 1000309-22-4 64
2 Oxalic acid. cvclohexvIimethvl is... 270 C15H2604 1000309-68-3 53
3 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 50
4 Cvclohexane. 1-ethvl-2-methvl-., ... 126 C9H18 004923-77-7 50
5 Cyclohexane, 1l-bromo-4-methyl- 176 C7H13Br 006294-40-2 46
Abundance Scan 2037 (14.808 min): BG024757.D (-2033) (-) m/z 55.10 100.00%
55 97
5000
LN DUREUILN AU S B
28 166 210 14.40 14.60 14.80 15.00 15.20
ob—k; J| ‘J» 241268 304 333 416 497 n/z 97.10 92 720
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecyl ester
97
5000 5 LN DUREUILN AU S B
14.40 14.60 14.80 15.00 15.20
m/z 57.10 91.65%
AT R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55 97
14.40 14.60 14,80 15.00 15.20
5000 m/z 43.10 79.46%
o 29 141 297
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #11575: 1-Ethyl-4-methylcyclohexane BRI e
55 g7 14.40 14.60 14.80 15.00 15.20
m/z 41.10 63.76%
5000
126
27
0 w'“"'tl'"'P"'I”"I'”'I"'W""P"'I”"I' LN DUREUILN AU S B
m/z--> 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

ﬁ?ggle i H5544-02 GW-109-9.6-18.0
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1-Hentetracontanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.94 20.00 ng 1481660 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 58
2 Octatriacontvl trifluoroacetate 647 C40H77F302 1000351-88-7 49
3 Hexatriacontvl trifluoroacetate 619 C38H73F302 1000351-88-6 49
4 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 49
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 49
Abundance Scan 2059 (14.937 min): BG024757.D (-2056) (-) m/z 97.10 100.00%
55 97
5000
LN SR SRR DU I
143 _ 207 14.60 14.80 15.00 15.20
ol J, 2258 317 483 521 m/z 55.10 96.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #240848: 1-Hentetracontanol
57
97
5000 L B R U B B
14 60 14. 80 15. oo 15.20
m/z 57.10 69.59%
18
oLl d dd‘ﬁ$ | 181 223 278 320 362 404 446 488 530 572
IIIII T T T T T T I T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
o7 14.60 14.80 15.00 1520
5000 m/z 41.10 59.57%
139
ol b4 d 4, 181 222 264 306 348 390 432 474 533 577 628
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241520: Hexatriaconty! trifluoroacetate  REaaa e R
57 14.60 14.80 15.00 15.20
m/z 43.10 55.31%
97
5000

39
, 181 222 264 306 348 418 460 504 549 600

Ol L e o e S S e P e e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14 60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

ﬁ?ggle i H5544-02 GW-109-9.6-18.0
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.74 33.15 ng 2456190 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 76
2 Undecane 156 C11H24 001120-21-4 76
3 Hexacosane 366 C26H54 000630-01-3 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 68
Abundance Scan 2196 (15.742 min): BG024757.D (-2193) (-) m/z 57.10 100.00%
57
T VMAAﬂffoJMxﬁAJ\J\wK
5000
LN SUNI SN BRI I
112 143160196 15.40 15.60 15.80 16.00
Y 69196221 250 299 342370 461 491 m/z 43.10 63.82%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #59880: Tetradecane
57
5000 85 LA BURBLRR DU B B
mmmmmmmm
29 m/z 71.10 59.11%
0 I ‘ i ‘\\1}3‘141 169 198
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4éo '
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 52.11%
29
113 156
S O L L L L UL WL B WL S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane L LA B N N B I
57 15.40 15.60 15.80 16.00
m/z 41.10 39.00%
- 1 u\J/kkJVNﬁLf\j\r\fJ\/\J/\/m~
. 29 3141169197205 253 295303 367
miz--> 0 55 160 1%0 260 2éo 300 350 460 4éo ' 1550 1560 1580 1600 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\

Data File : BG024757.D

Aca On : 8 Nov 2016 13:31

Operator : UM/SJ

ﬁ?ggle i H5544-02 GW-109-9.6-18.0
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.09 209.57 ng 15525700 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Tridecane 184 C13H28 000629-50-5 81
4 Dodecane. 2-methvl-8-propvl- 226 C16H34 055045-07-3 80
5 Dodecane 170 C12H26 000112-40-3 76

Abundance Scan 2255 (16.089 min): BG024757.D (-2250) (-) m/z 57.10 100.00%
g7
5000 \/\JAA\/VAJ\J/\~m~/V‘J»\/v/
85
P 1039 106 g0 e aposs aos 750 15,00 1630 1640
ol b b by 290 239 276 822345 4% | "m/z 71.10 60.97%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
5000 R DA SUNILE SN SR
15.80 16.00 16.20 16.40
2l | |2 m/z 43.10 57.67%
oL 4] | M1e 183 5 500
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
15.80 16.00 16.20 16.40
5000 P m/z 85.10 34.13%
29 113 169
U L }%q U A [rrrr T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48832: Tridecane B AR B RS
7 15.80 16.00 16.20 16.40
m/z 41.10 31.54%
5000
o { ‘ 1112 141 184
mz-> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG110716\

BG024757.D

8 Nov 2016 13:31

UM/SsJ

H5544-02 GW-109-9.6-18.0
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

19 2-Bromo dodecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.58 39.85 ng 28770000 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 92
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 72
3 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 72
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 64
5 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 64

Abundance Scan 2339 (16.582 min): BG024757.D (-2333) (-) m/z 57.10 100.00%
57
T WN\/VMN\AJ\\NvJvN“Aﬂ
5000
113
Jl 183 R RAREE R
16.20 16.40 16.60 16.80
ol b L, .4,L.J. l 219203 930 388 444473 828 | sz 71.10  99.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100330: 2-Bromo dodecane
57
5000 a5 AR AR AR B
mmmmmmmm
29 m/z 43.10 80.54Y%
13 169
e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
16,20 16.40 16.60 16.80
5000 m/z 85.10 61.96%
85
29
o 113141]_69197 253281
m/z--> 6 §0 160 1éo 200 250 300 3éo 460 4%0 560
Abundance #59896: Tridecane, 2-methyl- R B e
57 16.20 16.40 16.60 16.80
m/z 41.10 49 .90%
- T /\N/\/\/J\/\,\_/\N\M
29 155
5 13 | 183
S L L S S L S S S SRR AU U BN I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110716\

Data File : BG024757.D

Acq On : 8 Nov 2016 13:31 Instrument :

Operator : UM/SJ (B.‘,'I\!A_(tSS ol
- _ lentosampleld :

3?22Ie : 1554402 GW-109-9.6-18.0

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Octane, 4,5-dipro... 6.88 13.9 ng 577516 1 8.26 833886 20.0
Octane, 2,6-dimet. .. 7.21 23.6 ng 984887 1 8.26 833886 20.0
unknown7 .79 7.79 97.3 ng 4057340 1 8.26 833886 20.0
Undecane, 3,6-dim... 8.20 30.6 ng 1275680 1 8.26 833886 20.0
Decane, 2,3,5-tri... 8.46 34.2 ng 1426050 1 8.26 833886 20.0
Hexane, 2,2,4-tri... 8.77 27.7 ng 1156180 1 8.26 833886 20.0
Tridecane, 3-methyl- 8.90 23.4 ng 977627 1 8.26 833886 20.0
Octanoic acid 10.44 30.2 ng 3030260 2 11.09 2007980 20.0
Nonadecane, 1-chl... 13.07 15.3 ng 1129630 3 14.88 1481660 20.0
Dodecane, 2,6,11-... 13.38 21.9 ng 1625360 3 14.88 1481660 20.0
unknownl14 .19 14.19 14.9 ng 1106530 3 14.88 1481660 20.0
unknownl14 .70 14.70 23.8 ng 1766430 3 14.88 1481660 20.0
Sulfurous acid, c... 14.81 33.3 ng 2466310 3 14.88 1481660 20.0
1-Hentetracontanol 14_.94 20.0 ng 1481660 3 14.88 1481660 20.0
Tetradecane 15.74 33.1 ng 2456190 3 14.88 1481660 20.0
Pentadecane, 2,6,... 16.09 209.6 ng 15525700 3 14.88 1481660 20.0
2-Bromo dodecane 16.58 39.9 ng 28770000 4 17.64 14440100 20.0
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