LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33 Instrument :

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

3?22'6 : H5527-06 GW-103-12.1-22.0

ALS Vial : 29 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 3.598 121 129 145 rBY 3532789 6588782 72.46% 11.792%
2 5.331 417 424 432 rBV 231682 389342 4.28% 0.697%
3 5.795 495 503 514 rBVY 1249182 2128830 23.41% 3.810%
4 7.405 768 777 787 rBV 918192 1762733 19.39% 3.155%
5 7.793 836 843 854 rVB 1795178 3227811 35.50% 5.777%
6 8.263 914 923 927 rBV 373968 683167 7.51% 1.223%
7 8.298 927 929 936 rVB2 181071 256504 2.82% 0.459%
8 8.592 970 979 987 rBVY 1543209 2760277 30.36% 4 .940%
9 8.833 1008 1020 1030 rBv2 189612 479299 5.27% 0.858%
10 9.438 1115 1123 1131 rVB 1346919 2462273 27 .08% 4_.407%

11 10.390 1274 1285 1298 rBV3 343863 924925 10.17% 1.655%
12 10.778 1341 1351 1358 rBVS8 66900 229404 2.52% 0.411%
13 11.031 1388 1394 1399 rBV3 70653 156028 1.72% 0.279%
14 11.095 1399 1405 1411 rVB 446204 805692 8.86% 1.442%
15 11.260 1430 1433 1439 rVB3 61319 111420 1.23% 0.199%

16 11.847 1527 1533 1541 rBV5 111994 210214 2.31% 0.376%
17 12.394 1620 1626 1633 rVB5 80289 162946 1.79% 0.292%
18 12.969 1712 1724 1727 rBV10 68316 191316 2.10% 0.342%
19 13.146 1745 1754 1762 rBV2 348633 668481 7.35% 1.196%
20 13.240 1765 1770 1775 rBv4 127870 209196 2.30% 0.374%

21 13.293 1775 1779 1784 rBV5 75713 167851 1.85% 0.300%
22 13.387 1790 1795 1797 rBV3 74929 127794 1.41% 0.229%
23 13.445 1801 1805 1809 rVV5 128536 263284 2.90% 0.471%
24 13.504 1809 1815 1826 rVB 3173448 5379064 59.16% 9.627%
25 13.839 1867 1872 1876 rVV6 56896 110429 1.21% 0.198%

26 14.256 1936 1943 1948 rBV6 104218 247850 2.73% 0.444%
27 14.315 1948 1953 1959 rvVv 334326 668784 7.35% 1.197%
28 14.380 1961 1964 1975 rvv8 193739 452968 4.98% 0.811%
29 14.491 1979 1983 1990 rVV7 117566 298362 3.28% 0.534%
30 14.579 1993 1998 2007 rVV6 86331 240429 2.64% 0.430%

31 14.879 2044 2049 2058 rVB 777203 1213618 13.35% 2.172%
32 15.678 2180 2185 2189 rVB 73150 104907 1.15% 0.188%
33 16.365 2295 2302 2315 rBV 3309611 5244039 57.67% 9.386%
34 16.536 2326 2331 2338 rBV2 97987 167575 1.84% 0.300%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

3?22'6 i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 17.194 2438 2443 2449 rVB2 75733 108777 1.20% 0.195%

36 17.623 2509 2516 2527 rVB 1092799 1724145 18.96% 3.086%
37 18.463 2655 2659 2666 rBV5 147014 239608 2.64% 0.429%
38 19.662 2859 2863 2867 rBV3 67065 94273 1.04% 0.169%
39 19.991 2915 2919 2923 rBV 105556 134560 1.48% 0.241%
40 20.202 2949 2955 2961 rBV 6518947 9093080 100.00% 16.274%

41 21.495 3170 3175 3184 rBV7 160113 326022 3.59% 0.584%
42 21.918 3240 3247 3254 rBV 1379901 2383633 26.21% 4._.266%

43 23.428 3499 3504 3511 rBVS5 109233 208809 2.30% 0.374%
44 25.349 3821 3831 3847 rVB3 753466 2464752 27.11% 4.411%

Sum of corrected areas: 55873253

8270-BG102516.M Mon Nov 07 15:06:19 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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: BG024715.D

6000000
5000000

4000000
3.60

3000000

2000000 7.79
8.59

5.80 9.44

1000000
110
5.33 % | ss3 1039 = 1185 12,39

R L L e L L et L L L L e | S S S S S

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG024715.D

20.20
6000000

5000000

4000000
13.50 16.37
3000000

2000000
21.92

17.62
1000000 14.88

1 i,
14 21.49
" 13.84 188 1568  |1654  17.19 18.46 19.689,99 ek

O I I e o e B B I B o B B B e B e B B e L e e e N LA LA B 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: BG024715.D

6000000
5000000
4000000
3000000
2000000

1000000 25.35
23.43
4 C—

T T T T T e o e T T T e e T T 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\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.33 11.40 ng 389342 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 47
3 1.2-Butanediol 90 C4H1002 000584-03-2 32
4 Tetraalvme 222 C10H2205 000143-24-8 25
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23

Abundance Scan 424 (5.331 min): BG024715.D (-417) (-) m/z 43.10 100.00%
43
5000
T 550 550 50 5o
Okt ,| i dl 193221 251 284 320343 403 M3 "m/z 59.10 64.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A SR UL SRR

5.00 520 540 5.60
m/z 101.10 21.10%

“ 101
o L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
R e L R
5.00 5.20 5.40 5.60
5000 m/z 58.10 15.32%
(0 I L o o N LJELAL I e o o B s e i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #2296: 1,2-Butanediol
59 5.00 5.20 5.40 5.60
m/z 41.10 9.91%
5000
31
ol Ll | 89 117
e e e e e T
m/z--> 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\
Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

Sample : H5527-06

Misc :

ALS Vial : 29 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 unknown7.79 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.79 94 .50 ng 3227810 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 18
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 11
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10

Abundance Scan 842 (7.787 min): BG024715.D (-836) (-) m/z 131.95 100.00%
132
68
5000
40 96 R R
7.40 7.60 7.80 8.00 8.20
ol 175 208 251 288 323 398 430 473 509 543 m/z 68.10 55_71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!l-
132
5000 LI L L L L L L L L B LB
104 7.40 7.60 7.80 8.00 8.20
63 ‘ m/z 66.10 39.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
e e
9 7.40 7.60 7.80 8.00 8.20
5000 ’ m/z 133.95 33.57%
31 70
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e maa e
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 25.42%
5000
28 63‘ 104
ot A ¢ i i i i i b —r—1- LA e
m/z--> 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\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 5 Heptanoic acid Concentration Rank 5

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

8.83 14.03 ng 479299 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 80
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 72
3 Pentanoic acid 102 C5H1002 000109-52-4 64
4 Nonanoic acid 158 C9H1802 000112-05-0 59
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50

Abundance Scan 1019 (8.827 min): BG024715.D (-1008) (-) m/z 60.10 100.00%
ep
5000
87
8.40 8.60 8.80 9.00 9.20
osdliui | 1o 147171 207 264 856383 424 474 7, 73.10  68.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13414: Heptanoic acid
60
5000 AR ARSI UL R
8.40 8.60 8.80 9.00 9.20
27H 87 m/z 55.10 39.53%
R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
60
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.10 39.48%
27
87
L S L U W L UL WL LI BRI W
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4247: Pentanoic acid
60 8.40 8.60 8.80 9.00 9.20
m/z 43.05 35.90%
5000
29
0 ‘ | 87
mz-> 0 50 100 150 200 250 300 350 400 450 | | 840 860 880 9.00 9.20
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

Library Search Compound Report

> Z:\HPCHEM1\BNA G\DATA\BG110416\
: BG024715.D

: 5 Nov 2016 16:33

: UM/SJ

: H5527-06

29 Sample Multiplier: 1

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

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

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

Peak Number

6 Octanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.39 22.96 ng 924925 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 56
2 Pentanoic acid 102 C5H1002 000109-52-4 53
3 Undecanoic acid 186 C11H2202 000112-37-8 50
4 12-Bromododecanoic acid 278 C12H23Br02 073367-80-3 50
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47

Abundance Scan 1285 (10.390 min): BG024715.D (-1274) (-) m/z 60.10 100.00%
6o
5000 /L
101 R ————
10.00 10.20 10.40 10.60 10.80
0 ik ,ll lad 103220 255281 342 380 424 S04 "m/z 73.05 61.21%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20839: Octanoic acid
60
5000{ o7 UM AR AN
10.00 10.20 10.40 10.60 10.80
‘ 101 m/z 41.10 46.16%
0 “Wl‘“":‘:““‘u|‘|‘||1|4|4|||||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
60
10.00 10.20 10.40 10.60 10.80
5000 m/z 43.05 43.17%
29
87
e S L L B B B B WL WL S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #50053: Undecanoic acid e R a et et e
10.00 10.20 10.40 10.60 10.80
m/z 55.05 41.72%
50001 29
. 129
157186
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 7 Trichloroacetic acid, 4-tri... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.78 5.69 ng 229404 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. 4-tridecvl... 344 C15H27C1302 1000282-06-5 64
2 Oleic Acid 282 C18H3402 000112-80-1 53
3 2-Propenoic acid. 6-methvliheptvl... 184 C11H2002 054774-91-3 42
4 4-Tetradecene. (2)- 196 C14H28 041446-65-5 42
5 2-Ethylhexyl acrylate 184 C11H2002 000103-11-7 42
Abundance Scan 1351 (10.778 min): BG024715.D (-1341) (-) m/z 55.10 100.00%

5000

337 10.40 10.60 10.80 11.00
m/z 41.10  78.54%

111

143 191221 282

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179459: Trichloroacetic acid, 4-tridecyl ester

5000
10.40 10.60 10.80 11.00

m/z 43.10 56.37%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
L L B
10.40 10.60 10.80 11.00
5000 m/z 57.10 52.87%
83
27
o 11 157185213 264
I R E L A B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48519: 2-Propenoic acid, 6-methylheptyl ester Rl BAAES paa L
55 10.40 10.60 10.80 11.00
m/z 83.10 39.18%
5000
27 83 112
0“..u,”ﬂ.qL.?5?”. . I VAR AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 8 1-Octene, 3,7-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.03 3.87 ng 156028 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octene. 3.7-dimethvl- 140 C10H20 004984-01-4 64
2 l1-Hexanol. 4-methvl- 116 C7H160 000818-49-5 59
3 Cvclooctane. methvl- 126 C9H18 001502-38-1 53
4 6-Methvl-2-heptanol. trifluoroac... 226 C10H17F302 1000365-05-8 47
5 1-Nonene 126 C9H18 000124-11-8 47
Abundance . Scan 1394 (11.031 min): BG024715.D (-1388) (-) m/z 41.10 100.00%
4|70
5000 111
172 205 241 295 393 10.80 11.00 11.20 11.40
- 268 301 m/z 55.10 98.88%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17995: 1-Octene, 3,7-dimethyl-
43
70
5000 U UL SR SN B
10.80 11.00 11.20 11.40
m/z 70.10 93.95%
sl s
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
41 70
" 10.80 11.00 11.20 11.40
5000 m/z 69.10 75.99%
98
L L S B I I L L B B M
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11532: Cyclooctane, methyl- A REEREE T m e
5 10.80 11.00 11.20 11.40
m/z 56.10 66.09%
5000 111
83
27
0 AR EEa B e S
mz-> 0 50 100 150 200 250 300 350 400 450 500 10.80 11.00 11.20 11.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG110416\

BG024715.D

5 Nov 2016 16:33

UM/SsJ

H5527-06 GW-103-12.1-22.0
29 Sample Multiplier: 1

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

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 9 n-Decanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.85 5.22 ng 210214 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 64
2 Hexanoic acid 116 C6H1202 000142-62-1 59
3 Tridecanoic acid 214 C13H2602 000638-53-9 56
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50
Abundance Scan 1533 (11.847 min): BG024715.D (-1527) (-) m/z 60.05 100.00%
6o
5000
11.60 11.80 12.00 12.20
o 158 207 238265 326 358 /7  72.95 77 BEU;
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #39473: n-Decanoic acid
60
5000 129
11.60 11.80 12.00 12.20
29 87 m/z 57.10 69.70%
0..“.U‘l““““‘l“.“h‘.hl‘M.l|‘||1|7‘2||||...|||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
60
"' 11/60 11.80 12.00 12:20
5000 . m/z 41.15 64 .08%
87
L S S U U L UL S W L
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #72643: Tridecanoic acid e
43 |73 11.60 11.80 12.00 12.20
m/z 55.10 49 .44%
5000 129
171
97 214
o> 'M#J“'W”J"IL"I"”I""I”"I"'W"" LR SUNILE SO BRI B
miz--> 0 50 100 150 200 250 300 350 400 450 11.60 11.80 12.00 12.20

8270-BG102516.

M Mon Nov 07 15:06:26 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 Phenol, m-tert-butyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.39 4.04 ng 162946 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 80
2 Phenol. 2-(1l.1-dimethvlethvI)- 150 C10H140 000088-18-6 80
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 76
4 Phenol. 4-(1l.1-dimethvlpropvl)- 164 C11H160 000080-46-6 53
5 Phenol, 2,3,5,6-tetramethyl- 150 C10H140 000527-35-5 52
Abundance Scan 1625 (12.388 min): BG024715.D (-1620) (-) m/z 135.10 100.00%
135
107
5000
= 200 150 20 o0 100
o 59186 221 269296 352 390 461 493 77 10700 23 860
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #23715: Phenol, m-tert-butyl-
135
5000
107 12.00 12.20 12.40 12.60 12.80
m/z 95.05 33.07%
41 4
0}§'M”““m"'ﬁ'"w"'w"'w"'w"'w"'w"'w
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
135
107
12.00 12.20 12.40 12.60 12.80
5000 m/z 150.10 24 .35%
41 4
15
R A L S B L WL L L L
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #23714: Phenol, p-tert-butyl-
135 12.00 12.20 12.40 12.60 12.80
m/z 77.00 23.50%
5000
a1 107
I ‘ I .17\.7 \‘ ‘
L R L S B L WL L L L
m/z-> 0 50 100 150 200 250 300 350 400 450 12.00 12.20 12.40 12.60 12.80

8270-BG102516.M Mon Nov 07 15:06:27 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 11 2-Octene, 4-ethyl-, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.97 4.75 ng 191316 Naphthalene-d8 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octene. 4-ethvl-. (BE)- 140 C10H20 074630-09-4 64
2 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 49
3 Cvclohexane. 2-ethvl-1.3-dimethvl- 140 C10H20 007045-67-2 49
4 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 47
5 trans-3,4-Dimethylcyclopentanone 112 C7H120 019550-73-3 46
Abundance Scan 1724 (12.969 min): BG024715.D (-1712) (-) m/z 69.10 100.00%
9
43
5000
140 17 s1s348 - 1550 1250 13,00 1820
o 253281 371 418 533 > £5 10 53 50,
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18001: 2-Octene, 4-ethyl-, (E)-
55
5000 U PR UM UL B
83 12.60 12.80 13.00 13.20
m/z 57.05 81.06%
27‘ ‘ F11140
R e s A Ay s L R AR R E AR s
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
" 12,60 12.80 13.00 13.20
5000 m/z 43.10 69.37%
97
L S A W W B W B B S SR
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18049: Cyclohexane, 2-ethyl-1,3-dimethyl- T T
69 12.60 12.80 13.00 13.20
m/z 41.10 52.73%
111
5000
41
| | 10
mz-> 0 50 100 150 200 250 300 350 400 450 500 1260 12.80 13.00 13.20

8270-BG102516.M Mon Nov 07 15:06:28 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 2,4,4-Trimethyl-1-hexene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.24 3.45 ng 209196 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 64
2 n-Amvl ether 158 C10H220 000693-65-2 53
3 Cvclooctane. 1.4-dimethvl-. trans- 140 C10H20 013151-98-9 41
4 3-Dodecene. (2)- 168 C12H24 007239-23-8 38
5 6-Dodecene, (E)- 168 C12H24 007206-17-9 38
Abundance Scan 1770 (13.240 min): BG024715.D (-1765) (-) m/z 43.10 100.00%
43
71
5000
2 L e o T
125 157 13.00 13.20 13.40 13.60
ob 189218 248 329356 416 471 528 77 71.10 75 A10h
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11556: 2,4,4-Trimethyl-1-hexene
43 71
5000 RN U BN B
13.00 13.20 13.40 13.60
o7 m/z 69.10 66.12%
0 }§hdf“1"“*¥2§'l""l"" NI S L S S S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 1
' 13.00 13.20 13.40 13.60
5000 m/z 55.10 64 .66%
ol 15 101759158
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18047: Cyclooctane, 1,4-dimethyl-, trans-  EAmE RE e
55 13.00 13.20 13.40 13.60
m/z 41.10 60.46%
5000 83
29 125
0"'W't”l'”'l”"P"W"”I'”'I”"P"W"”I'”' R BRI SO BN B
mz-> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60

8270-BG102516.M Mon Nov 07 15:06:29 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 14 unknownl3.29 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.29 2.77 ng 167851 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1-(1.2-dimethvlpro... 252 C18H36 041977-42-8 46
2 trans-1-Butvl-2-methvlcvclopropane 112 C8H16 038851-70-6 35
3 1-Undecene. 9-methvl- 168 C12H24 074630-41-4 35
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 35
5 Octane, 2-chloro- 148 C8H17ClI 000628-61-5 35
Abundance Scan 1779 (13.293 min): BG024715.D (-1775) (-) m/z 69.10 100.00%
6o
so00] 43
4101 o iag 13.00 13.20 1340 13.60
118 139 157172 311 . . .
o 207222237 265 m/z 70.10  73.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104204: Cyclopropane, 1-(1,2-dimethylpropyl)-1-methyl-2-n...
43 69
5000 USRS SUNRR BN BSUR
13.00 13.20 13.40 13.60
m/z 71.10 66.22%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 70
e ARAREE RaEE S
13.00 13.20 13.40 13.60
5000 m/z 57.10 54.60%
112
97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36790: 1-Undecene, 9-methyl- e e A BRREE BEE L
55 70 13.00 13.20 13.40 13.60
m/z 55.10 51.99%
5000{ o
97
o 112 139 468
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60

8270-BG102516.M Mon Nov 07 15:06:30 2016 Page: 14



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG110416\

BG024715.D

5 Nov 2016 16:33

UM/SsJ

H5527-06 GW-103-12.1-22.0
29 Sample Multiplier: 1

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

C:\DATABASENNIST11.L
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 1-Butene, 2-ethyl-3-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.45 4.34 ng 263284 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2-ethvIl-3-methvl- 98 C7H14 007357-93-9 50
2 8-Heptadecanol 256 C17H360 002541-75-5 47
3 3-Hexene. 3-methvl-. (2)- 98 C7H14 004914-89-0 43
4 4-Nonanol. 2-methvl- 158 C10H220 026533-31-3 43
5 3-Hexene, 2-methyl-, (2)- 98 C7H14 015840-60-5 38

Abundance Scan 1806 (13.451 min): BG024715.D (-1801) (-) m/z 69.10 100.00%
69
41
5000
207 4 281 329 ' 13.20 13.40 13.60 13.80
241 521
ol 38 489 m/z 57.10  84.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3389: 1-Butene, 2-ethyl-3-methyl-
41 69
5000 LRI BURILLE B LN B
98 13.20 13.40 13.60 13.80
m/z 41.10 60.09%
Olbﬁ‘wj"w"'w"""'""""w"w"'w"'w"'w
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
41 RN SURULN BN BN B
13.20 13.40 13.60 13.80
5000 m/z 55.10 56.42%
111
157
o 210238
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3381: 3-Hexene, 3-methyl-, (2)- T
41 69 13.20 13.40 13.60 13.80
m/z 85.10 52.24%
5000
98
OI%H"# LS L S UL SIS SN S S S S
mz-> 0 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80

8270-BG102516.

M Mon Nov 07 15:06:31 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 Cyclopentane, hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.26 4.08 ng 247850 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. hexvl- 154 C11H22 004457-00-5 70
2 1-Decene. 5-methvl- 154 C11H22 054244-79-0 58
3 5-Undecene. (E)- 154 C11H22 000764-97-6 49
4 Dichloroacetic acid. tridecvl ester 310 C15H28CI1202 1000280-48-3 43
5 5-Undecene 154 C11H22 004941-53-1 38
Abundance Scan 1944 (14.262 min): BG024715.D (-1936) (-) m/z 69.10 100.00%
6o
5000 4l
54 114,00 14.20 14.40 14.60
188 221 295 365 437
obrdl 400 SO "m/z 43.10 70.86%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27054: Cyclopentane, hexyl-
41 69
5000 LI SULRULE B UL B
14.00 14.20 14.40 14.60
154 m/z 55.10 58.82%
126
O ﬂ'"P"'P"""'"""'W"'W"'W"”I"”I'
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
114,00 14.20 14.40 14.60
5000{ 97 m/z 71.10 52.24%
83
154
112
S S L A S I WL B B B S B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27037: 5-Undecene, (E)- L AEEREEEE s
55 14.00 14.20 14.40 14.60
m/z 83.10 50.85%
5000
27 83 154
11
O Tl o e e S O R e e L
miz-> 0 50 100 150 200 250 300 350 400 450 500 | 14.00 14.20 14.40 14.60

8270-BG102516.M Mon Nov 07 15:06:31 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 Phenol, 3-(1,1-dimethylethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14._.38 7.46 ng 452968 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-(1.1-dimethvlethvl)-4-__._. 180 C11H1602 000088-32-4 64
2 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 59
3 9H-Fluorene. 4-methvl- 180 C14H12 001556-99-6 59
4 Silane. trimethvl(3-methvlphenoxv)- 180 C10H160Si 017902-31-7 58
5 5-tert-Butyl-2-methylbenzenethiol 180 C11H16S 007340-90-1 58
Abundance Scan 1964 (14.380 min): BG024715.D (-1961) (-) m/z 165.10 100.00%
165
5000
14.00 14.20 14.40 14.60
o} m/z 57.10 73.79%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45476: Phenol, 3-(1,1-dimethylethyl)-4-methoxy-
165
5000 A U B
137 14.00 14.20 14.40 14.60
107 m/z 180.05 42 .96%
41 77 ‘
0""wthif‘mhf"”I"'W""P"'I”"I'”'I"”I'
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
165
14.00 14.20 14.40 14.60
5000 137 m/z 69.10 37 .38%
15 41 56 91
L S L L L L UL WL WL S B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #45769: 9H-Fluorene, 4-methyl- A REREE RS
165 14.00 14.20 14.40 14.60
m/z 137.05 35.47%
5000
89
Gf‘l 139
O e B e e i TR A T o
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60

8270-BG102516.M Mon Nov 07 15:06:32 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 2-Thiopheneacetic acid, 2-t... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.49 4.92 ng 298362 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 2-tetrah... 226 C11H1403S 1000278-98-7 50
2 1-Eicosene 280 C20H40 003452-07-1 47
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 38
4 Fumaric acid. 2-methvlallvl tetr... 366 C22H3804 1000330-55-3 38
5 3-Heptafluorobutyroxytridecane 396 C17H27F702 1000245-49-5 32
Abundance Scan 1983 (14.491 min): BG024715.D (-1979) (-) m/z 55.10 100.00%
97
5000
157 172 207 e oo . 1430 1440 14160 140
ol Ak 250 336 400 468 525 /7 71.15 85_08%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82269: 2-Thiopheneacetic acid, 2-tetrahydrofurylmethyl ester
71
97
5000 43 AR L SUNIL I
124 14.20 14.40 14.60 14.80
m/z 41.10 80.60%
0 I‘L“UM‘IIHMIH\ |‘|“‘|||‘|||||||||2|2‘|6|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
o7 14.20 14.40 14.60 14.80
5000 69 m/z 69.10 73.07%
25
o 154182210 252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #189051: Trichloroacetic acid, tetradecy! ester A B e B
3| g3 14.20 14.40 14.60 14.80
m/z 43.10 68.47%
5000
0 R B e
m/z--> 50 100 150 200 250 300 350 400 450 500 1420 14.40 14.60 14.80

8270-BG102516.M Mon Nov 07 15:06:33 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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 19 Cyclopentane, 1-butyl-2-pro... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.58 3.96 ng 240429 Acenaphthene-d10 14.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1l-butvl-2-propvl- 168 Cl1l2H24 062199-50-2 53
2 2-Methvl-2-heptene 112 C8H16 000627-97-4 52
3 Cvclopentane. 1.2-dibutvl- 182 C13H26 062199-52-4 50
4 1.7-Dimethvl-4-(1-methvlethvlcyv... 210 C15H30 000645-10-3 50
5 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 47
Abundance Scan 1998 (14.579 min): BG024715.D (-1993) (-) m/z 69.10 100.00%
69
41
5000
97 125 R B B B
169 207 500 28> 321345 380 417 14.20 14.40 14.60 14.80
o m/z 55.10 65.67%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #36850: Cyclopentane, 1-butyl-2-propyl-
69
5000{ 41 R DU UL BRI B
14.20 14.40 14.60 14.80
‘ 111 m/z 83.10 60.28%
0 ||‘|| \\‘ ‘\l ‘flé}ol:lu-6.8..|....|....|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41 69
14.20 14.40 14.60 14.80
5000 m/z 41.10 58.81%
112
e L L U L L UL WL B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #47289: Cyclopentane, l,2—dibuty|— | LLELELE LU DL B A B
69 14.20 14.40 14.60 14.80
m/z 43.10 52.61%
5000 49
125
97
LT e
m/z--> 50 100 150 200 250 300 350 400 450 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110416\

Data File : BG024715.D

Aca On : 5 Nov 2016 16:33

Operator : UM/SJ

ﬁ?ggle i H5527-06 GW-103-12.1-22.0
ALS Vial : 29 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 20 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.46 2.78 ng 239608 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 50
Abundance Scan 2658 (18.457 min): BG024715.D (-2655) (-) m/z 73.05 100.00%

5000

535 18.20 18.40 18.60 18.80

256 300 345372399 435462

0 m/z 43.10 97 .64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107547: n-Hexadecanoic acid
43 7,
5000 LIS L L L L L L

18.20 18.40 18.60 18.80
129 . m/z 41.05 96.14%
I‘ u\hlh 157185213

O ..,“m ...w....“...,”..,.”.,..”,...w
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110416\

Data File : BG024715.D

Acq On : 5 Nov 2016 16:33 Instrument :

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

a?zgle : H5527-06 GW-103-12.1-22.0

ALS Vial : 29 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]
2-Pentanone, 4-hy... 5.33 11.4 ng 389342 1 8.26 683167 20.0
unknown7 .79 7.79 94.5 ng 3227810 1 8.26 683167 20.0
Heptanoic acid 8.83 14.0 ng 479299 1 8.26 683167 20.0
Octanoic acid 10.39 23.0 ng 924925 2 11.10 805692 20.0
Trichloroacetic a... 10.78 5.7 ng 229404 2 11.10 805692 20.0
1-Octene, 3,7-dim... 11.03 3.9 ng 156028 2 11.10 805692 20.0
n-Decanoic acid 11.85 5.2 ng 210214 2 11.10 805692 20.0
Phenol, m-tert-bu... 12.39 4.0 ng 162946 2 11.10 805692 20.0
2-Octene, 4-ethyl... 12.97 4.8 ng 191316 2 11.10 805692 20.0
2,4,4-Trimethyl-1_... 13.24 3.5 ng 209196 3 14.88 1213620 20.0
unknownl13.29 13.29 2.8 ng 167851 3 14.88 1213620 20.0
1-Butene, 2-ethyl... 13.45 4.3 ng 263284 3 14.88 1213620 20.0
Cyclopentane, hexyl- 14.26 4.1 ng 247850 3 14.88 1213620 20.0
Phenol, 3-(1,1-di... 14.38 7.5 ng 452968 3 14.88 1213620 20.0
2-Thiopheneacetic... 14.49 4.9 ng 298362 3 14.88 1213620 20.0
Cyclopentane, 1-b... 14.58 4.0 ng 240429 3 14.88 1213620 20.0
n-Hexadecanoic acid 18.46 2.8 ng 239608 4 17.62 1724150 20.0
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