LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20 Instrument :

Operator : UM/SJ (B.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : H4152-03 GW-13-6.0-15.0

ALS Vial : 31 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-BG072616.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 5.193 396 401 412 rVB 160514 266056 2.30% 0.288%
2 5.675 476 483 494 rBVY 1648594 2724361 23.52% 2.946%
3 7.108 719 727 734 rBV3 46093 117109 1.01% 0.127%
4 7.290 751 758 769 rBVY 1196050 2146586 18.53% 2.321%
5 7.666 815 822 830 rVB 2659046 4725569 40.80% 5.110%
6 8.136 893 902 909 rBV 726701 1269666 10.96% 1.373%
7 8.465 950 958 965 rBVY 2168159 3872009 33.43% 4.187%
8 8.894 1027 1031 1040 rVB 182036 301473 2.60% 0.326%
9 9.311 1094 1102 1114 rBVY 2056404 3993945 34.48% 4.319%
10 10.134 1236 1242 1251 rBV5 81799 198460 1.71% 0.215%

11 10.451 1291 1296 1301 rBV6 62675 133284 1.15% 0.144%
12 10.521 1301 1308 1320 rVB2 304421 730655 6.31% 0.790%
13 10.733 1340 1344 1353 rVBS8 51849 132357 1.14% 0.143%
14 10.974 1378 1385 1391 rBV 1039955 1883247 16.26% 2.036%
15 12.054 1560 1569 1581 rBV3 340249 726528 6.27% 0.786%

16 12.501 1641 1645 1652 rBV3 115232 184397 1.59% 0.199%
17 12.765 1684 1690 1696 rBV5 111386 215605 1.86% 0.233%
18 12.988 1722 1728 1736 rVB2 233572 362972 3.13% 0.392%
19 13.253 1767 1773 1779 rBV2 84265 209200 1.81% 0.226%
20 13.341 1780 1788 1795 rVV 1057985 2189474 18.90% 2.368%

21 13.423 1795 1802 1809 rVB 5178931 8422053 72.71% 9.107%
22 13.564 1820 1826 1838 rBV4 180342 636337 5.49% 0.688%
23 13.770 1855 1861 1874 rVB5 267118 690321 5.96% 0.746%
24 13.893 1875 1882 1887 rBV2 692686 1260678 10.88% 1.363%
25 13.946 1887 1891 1895 rVvVv 574850 899270 7.76% 0.972%

26 13.993 1895 1899 1906 rVB3 753351 1479225 12.77% 1.600%
27 14.246 1937 1942 1954 rVB 344442 600000 5.18% 0.649%
28 14.445 1968 1976 1993 rVB 1218486 2291258 19.78% 2.478%
29 14.686 2011 2017 2021 rBVS8 60016 145428 1.26% 0.157%
30 14.810 2031 2038 2043 rBV3 1563165 2653443 22.91% 2.869%

31 14.857 2043 2046 2050 rVB 443810 542306 4.68% 0.586%
32 15.415 2137 2141 2156 rVB 452890 808417 6.98% 0.874%
33 15.544 2158 2163 2168 rBV6 79307 136370 1.18% 0.147%
34 15.720 2188 2193 2198 rBV 827716 1343164 11.60% 1.452%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20 Instrument :

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

3?22'6 : H4152-03 GW-13-6.0-15.0

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA G\METHODS\8270-BG072616.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.767 2198 2201 2207 rvv4 377351 603324 5.21% 0.652%

36 15.867 2213 2218 2223 rBV 619882 830594 7.17% 0.898%
37 16.260 2281 2285 2287 rBV2 135100 173842 1.50% 0.188%
38 16.307 2287 2293 2302 rVB 4315231 6829234 58.96% 7.385%
39 16.525 2322 2330 2333 rBV9 97174 226966 1.96% 0.245%
40 16.560 2333 2336 2345 rVB2 262073 507342 4._.38% 0.549%

41 16.742 2362 2367 2370 rBV3 183678 336874 2.91% 0.364%
42 17.277 2456 2458 2464 rVB5 79307 122425 1.06% 0.132%
43 17.353 2467 2471 2475 rBV7 110328 184488 1.59% 0.199%
44 17.570 2502 2508 2515 rVB2 2049168 3114502 26.89% 3.368%
45 18.099 2594 2598 2605 rVB2 181348 224777 1.94% 0.243%

46 18.446 2652 2657 2665 rBV2 280799 528567 4_56% 0.572%
47 18.845 2720 2725 2733 rBV2 343793 574790 4._.96% 0.622%
48 19.068 2760 2763 2769 rVB7 121163 201405 1.74% 0.218%
49 19.715 2869 2873 2886 rVB4 326375 664665 5.74% 0.719%
50 20.179 2946 2952 2958 rBV 8378258 11583127 100.00% 12.525%

51 20.232 2958 2961 2963 rBV4 197263 283978 2.45% 0.307%
52 20.866 3066 3069 3076 rVB2 407344 690244 5.96% 0.746%
53 21.007 3088 3093 3104 rVB3 1268898 2907361 25.10% 3.144%
54 21.277 3133 3139 3150 rVB5 601606 1744018 15.06% 1.886%
55 21.894 3238 3244 3251 rVB 1995664 3395809 29.32% 3.672%

56 24.385 3659 3668 3689 rBV 1529496 5180094 44.72% 5.601%
57 25.301 3814 3824 3838 rVB2 1092802 3278503 28.30% 3.545%

Sum of corrected areas: 92478152
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG072616._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023300.D

8000000
6000000

4000000

7.67
8.47 9.31
2000000 5.67

7.29 10.97
8.14

5.19 7.1 8.89 10136%&574{ 1%05125m

L I o B s o Ll W L e LR AaREmar e o=

Time--> 3.00 3.50 4.00 450 5.00 5.50 6.00 6.50 700 7.50 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023300.D

20118
8000000

6000000
13.42

16.31
4000000

21.89

17.57
2000000

18.10/8:4518:85 07 9 2
L .

0 .....?........1......n.......H.....]...........................................

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: BG023300.D

8000000
6000000
4000000
2000000 24.38

\_hwwm*ﬁwv_~__w~dﬁgh_ 25.30

O T T T T T T T T T T T 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\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 1 unknown7.67 Concentration Rank 1

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

7.67 74.44 ng 4725570 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 823 (7.672 min): BG023300.D (-815) (-) m/z 132.05 100.00%
132
68
5000
w0 | %P 740 7.60 7.80 8.00
Ol Lt 167 207 247271 347 301 428 497 "m/z 68.05 53.32%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 R UL UL U L
7.40 7.60 7.80 8.00
m/z 133.95 34 .15%
g 63 104
0 sl ol ‘\H‘ s
AR SRR AL SURL UARLALES SRR WAL BRI UL LI B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
5w 740 7.60 7.80 8.00
5000 m/z 66.05 34.01%
31
S O S I L B L UL LA LI I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132 7.40 7.60 7.80 8.00
m/z 69.00 21.58%
5000
33 105
‘ ‘ b \78 ‘ L
S O S I L B L UL LA S I
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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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\BGO72716\

BG023300.D

28 Jul 2016 2:20

UM/SJ

H4152-03 GW-13-6.0-15.0
31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 3 3,5-Octadien-2-one, (E,E)- Concentration Rank 18

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

8.89 4.75 ng 301473 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Octadien-2-one. (E.E)- 124 C8H120 030086-02-3 87
2 3.5-Octadien-2-one 124 C8H120 038284-27-4 83
3 1.3-Heptadiene. 5.5-dimethvl- 124 C9H16 024618-86-8 64
4 Hept-3-vn-2-one 110 C7H100 026059-43-8 53
5 Cyclohexene, 3-(iodomethyl)- 222 C7H111 034825-94-0 50

Abundance Scan 1030 (8.888 min): BG023300.D (-1027) (-) m/z 95.00 100.00%
95
5000{ 43
124 I S  REREEREEN
66 8.60 8.80 9.00 9.20
o Al 193221249 295 948 88413 ML | sz 81.05  53.34%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #10522: 3,5-Octadien-2-one, (E,E)-
95
43
5000
8.60 8.80 9.00 9.20
124 m/z 43.05 44 _02%
o4 )1 ]
0= ﬂ“WWHHL---.----.----.----.----.----.----.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
95
43 U U R R R
8.60 8.80 9.00 9.20
5000 m/z 79.05 34.74%
124
65
S U L UL W A DL UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #10689: 1,3-Heptadiene, 5,5-dimethyl-
95 8.60 8.80 9.00 9.20
67 m/z 124.10 19.63%
5000 41
0 "'#"h'I[J"I""I""I'"'I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\
Data File : BG023300.D

Aca On : 28 Jul 2016 2:20

Operator : UM/SJ

Sample : H4152-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 Pentanedioic acid, monometh... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.52 7.76 ng 730655 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanedioic acid. monomethvl ester 146 C6H1004 001501-27-5 78
2 2-Oxoadipic acid 160 C6H805 003184-35-8 38
3 4-Heptanol. 4-methvl- 130 C8H180 000598-01-6 35
2-T2-(2-Ethoxvethoxv)ethoxvlethv... 220 C10H2005 1000351-93-2 27
5 Butane, 1,3-dimethoxy- 118 C6H1402 010143-66-5 22
Abundance Scan 1308 (10.521 min): BG023300.D (-1301) (-) m/z 87.05 100.00%
43 g7
5000
10.20 10.40 10.60 10.80
o 193 247 281311341 413442 472 545 n/z 43.05 90 00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21836: Pentanedioic acid, monomethy! ester
115
5000 AR DAL AR
15 1020 10.40 10.60 10.80
‘ ‘ m/z 100.05 86.38%
OI\I\“I‘H ‘\HMMH huluuuu............|....|....|....|....|.
miz--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance
43
115
87 10.20 10.40 10.60 10.80
5000 m/z 45.05 74 .50%
o 15 143
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13708: 4-Heptanol, 4-methyl-
g7 10.20 10.40 10.60 10.80
45 m/z 59.05 68.60%
5000
115
Ouuuu‘uuu‘uuu‘uuuuuuu|||||||||||||||||||||||||||||
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4éo 560 séo 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 Hexanedioic acid, monomethy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.05 7.72 ng 726528 Naphthalene-d8 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. monomethvl ester 160 C7H1204 000627-91-8 86
2 6-Heptenoic acid. methvl ester 142 C8H1402 001745-17-1 35
3 3-Octanol 130 C8H180 000589-98-0 27
4 3-Hexene. 1-(1-methoxvethoxv)-. ... 158 C9H1802 054340-97-5 25
5 Ethyl ether 74 C4H100 000060-29-7 25
Abundance Scan 1568 (12.049 min): BG023300.D (-1560) (-) m/z 55.05 100.00%
5000
11.80 12.00 12.20 12.40
0 348 383 436 m/z 59.05 96.49%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #31106: Hexanedioic acid, monomethy! ester
5
114
5000
11.80 12.00 12.20 12.40
‘ m/z 74.00 67.42%
0 Lml"”l"""""" L SN R SR
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74
41 11.80 12.00 12.20 12.40
5000 m/z 114.05 59.01%
110
0 142
miz--> 0 55 160 1éo 200 250 300 3%0 460 4éo 560 '
Abundance #13641: 3-Octanol
5 11.80 12.00 12.20 12.40
m/z 43.05 45 _.31%
5000
31 101
ol 128 st Wod SNV s
miz--> 0 50 100 150 200 250 300 350 400 450 500 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 Monomethyl pimelate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.34 16.50 ng 2189470 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Monomethvl pimelate 174 C8H1404 020291-40-1 87
2 Methvl 3-cvclopropvlpropanoate 128 C7H1202 062021-34-5 38
3 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 37
4 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 35
5 Tetramethylammonium hexafluoroph... 219 C4H12F6NP 000558-32-7 32

Abundance Scan 1788 (13.341 min): BG023300.D (-1780) (-) m/z 74.00 100.00%

!

5000

13.00 13.20 13.40 13.60
m/z 55.05 76.37%

ol 207233259 313342 383 415 462490
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #41425: Monomethy| pimelate
74
43
5000
115 13.00 13.20 13.40 13.60
143 m/z 69.05 50.07%
Lol
L B B s L A L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
74
41
13.00 13.20 13.40 13.60
5000 m/z 43.05 42 .06%
113
Oty t
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13460: Hexanoic acid, methy! ester T
74 13.00 13.20 13.40 13.60
m/z 59.05 39.71%
5000 43
l 99
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 Nonanoic acid, methyl ester Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.56 4.80 ng 636337 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 62
2 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 59
3 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 59
4 Pentanoic acid. 4-methvl-. methy... 130 C7H1402 002412-80-8 58
5 Octanoic acid, 8-hydroxy-, methy... 174 C9H1803 020257-95-8 56
Abundance Scan 1825 (13.558 min): BG023300.D (-1820) (-) m/z 74.05 100.00%
7
5000
144 13.20 13.40 13.60 13.80
ol 124 4 172 200 241 276303 m/z 55.05  60.13%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #39522: Nonanoic acid, methyl ester
74
5000 NS NS AN BN I
13.20 13.40 13.60 13.80
43 141 m/z 87.00 45 _.24%
101
0:.LS.“.‘.Ml““.‘.‘.”‘.“l‘.‘...|.1.72..|....|....|....|....|....|.
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
74
13.20 13.40 13.60 13.80
5000 23 m/z 43.05 34.92%
99
ol 15 131
LRI LA DAL SURLALELA BN SARLELEL UL SARLELEA WAL B
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #30233: Octanoic acid, methyl ester R B
74 13.20 13.40 13.60 13.80
m/z 59.00 34.18%
5000 43
H j\ | 191\1%7 158
0:::‘:|‘|‘|A|J||‘|||||||||||||||||||||| ——T . A B o Ak e, EM—
m/z-> 0 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 unknownl3.77 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.20 ng 690321 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Di-0-acetvl-2.5-di-0O-methvl-_.. 262 C12H2206 1000101-82-1 40
2 Butanedioic acid. methvl-. dimet... 160 C7H1204 001604-11-1 32
3 1-Propanol. 3-T3-(1-methvlethoxv... 176 C9H2003 054518-03-5 27
4 3-Hexadecanol 242 C16H340 000593-03-3 25
5 Tri(propylene glycol) propyl ether 234 C12H2604 096077-04-2 22
Abundance Scan 1861 (13.770 min): BG023300.D (-1855) (-) m/z 43.05 100.00%
5000
168 13.40 13.60 13.80 14.00
0 200226 267291 m/z 59.05 59.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #112006: 1,4-Di-O-acetyl-2,5-di-O-methyl-3,6-dideoxy-d-glu...
59
5000
129 13.40 13.60 13.80 14.00
97 ’ m/z 69.05 40.89%
ol g ‘\ 1170 204231
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
13.40 13.60 13.80 14.00
5000 m/z 97.05 33.35%
129
101
0 "2?'| L UL }?Q LA AL SR UL SR B
m/z--> 50 100 150 200 250 300 350 400
Abundance #43035: 1-Propanol, 3-[3-(1-methylethoxy)propoxy]- e L MR e o e e o
59 13.40 13.60 13.80 14.00
m/z 129.00 30.39%
5000
87
31
0 i’ \‘ ! L J‘ 12414\.5
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\
Data File : BG023300.D

Aca On : 28 Jul 2016 2:20

Operator : UM/SJ

Sample : H4152-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 9 unknownl13.89 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.89 9.50 ng 1260680 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazinium. 2-cvano-1.1.1-trime... 99 C4HO9N3 035468-56-5 46
2 Tri(propvlene alvcol) propvl ether 234 C12H2604 096077-04-2 38
3 1.7-Octanediol. 3.7-dimethvl- 174 C10H2202 000107-74-4 38
4 3-Tridecanol 200 C13H280 010289-68-6 38
5 2,4-Dimethyl-2,4-pentanediol 132 C7H1602 024892-49-7 37

Abundance Scan 1881 (13.887 min): BG023300.D (-1875) (-) m/z 59.05 100.00%
50
5000
BM% anmmmmm
0 ulaio 216 254 203322 355 304 451 501 m/z 97.05 54.63%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3474 Hydrazinium, 2-cyano-1,1,1-trimethyl-, hydroxde, i...
59
5000 RN BRI SRR SN S
99 anmmmmm
m/z 41.05 46 .44%
0 .'...l ...|....|....|.... R L B2
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
| 13.60 13.80 14.00 14.20
5000 m/z 55.05 36.11%
117
31, | g7 161 53
O T B R o I B B o
miz--> 0 §0 160 1%0 260 250 360 3éo 460 4%0 560
Abundance #40918: 1,7-Octanediol, 3,7—dimethy|— LI L L L L L L B L
509 13.60 13.80 14.00 14.20
m/z 67.05 34.07%
5000
123
miz--> 0 50 100 150 200 250 300 350 400 450 500 13 60 13. 80 14. 00 14 20

8270-BG072616-M Thu Jul 28 17:53:51 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.78 ng 899270 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-hvdroxvypropoxv)- 134 C6H1403 000106-62-7 59
2 2-Propanol. 1-T1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 56
3 2-Propanol. 1-I2-(2-methoxv-1-me... 206 C10H2204 020324-33-8 50
4 Tri(propvlene alvcol) proovl ether 234 C12H2604 096077-04-2 47
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 45
Abundance Scan 1892 (13.952 min): BG023300.D (-1887) (-) m/z 59.05 100.00%
99
5000
§ 4 .87 i 161 214 254 298 355 509 1360 1380 14.00 1420 __
by BTy | 214 254 208 355 809 /574305 14.51%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15107: 1-Propanol, 2-(2-hydroxypropoxy)-
59
5000 UV BRI U I
31 103 13.60 13.80 14.00 14.20
‘ ‘ m/z 117.05 12 _.46%
OI”LNI‘”'I"'W""P'"I”"I'”'I"'W""P"'I”
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
1360 13.80 14.00 14.20
5000 m/z 45.05 9.56%
103
31
Oy ""l'%%qlﬁg" DN SIS LA LI UL S B
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65557: 2-Propanol, 1-[2-(2-methoxy-1-methylethoxy)-1-meth...
59 13.60 13.80 14.00 14.20
m/z 41.05 9.02%
5000
a1 117
161
Ol'J'h '??Ji"l"'W""l'”'l""I”"I"'W""I" RN AU BRI U I
m/z-> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 unknownl13.99 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.99 11.15 ng 1479230 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 43
2 Cvclohexane. (ethoxvmethoxv)- 158 C9H1802 054699-29-5 41
3 Ethvl ether 74 C4H100 000060-29-7 38
4 N-(1-Carbomethoxvethyloxvcarbonv... 325 C9H9F6NO5 1000283-30-7 38
5 1-Propanol, 3-[3-(1-methylethoxy... 176 C9H2003 054518-03-5 37
Abundance Scan 1898 (13.987 min): BG023300.D (-1895) (-) m/z 74.05 100.00%

5000

13.60 13.80 14.00 14.20 14.40
m/z 87.05 76.75%

o 197224252281307 352384 430
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #4459: 2-Pentanol, 2-methyl-
59
5000
13.60 13.80 14.00 14.20 14.40
31 87 m/z 55.05 66.01%
o,uﬂw,t..“..w......” S D
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
T T T T
13.60 13.80 14.00 14.20 14.40
5000 m/z 59.05 59.94%
94 129158
O R T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #841: Ethyl ether
31 13.60 13.80 14.00 14.20 14.40
m/z 43.05 48._75%
5000 59
O+ e e e e AL BRI e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13 60 13. 80 14. 00 14 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 12 Suberic acid monomethyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.45 17.27 ng 2291260 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Suberic acid monomethvl ester 188 C9H1604 003946-32-5 90
2 Methvl valerate 116 C6H1202 000624-24-8 43
3 Methvl 6-methvloctanoate 172 C10H2002 005129-62-4 38
4 Decanoic acid. 2-methvl- 186 C11H2202 024323-23-7 35
5 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 35
Abundance Scan 1977 (14.451 min): BG023300.D (-1968) (-) m/z 74.00 100.00%
74

138

5000 43 97

-

I 14.20 14.40 14.60 14.80
o! b Ll l7tes 254282 355383 412 451 m/z 69.05 62.62%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #52064: Suberic acid monomethy! ester

138

:

97
5000 43 LA L L L L L L L L
14.20 14.40 14.60 14.80
m/z 55.05 60.09%
15
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
74
B RS Se a
14.20 14.40 14.60 14.80
5000 m/z 138.05 54 _.65%
43
15 101
o b L= e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39501: Methyl 6-methyloctanoate T T
74 14.20 14.40 14.60 14.80
m/z 97.00 42.51%
5000 41
i{llS
143
sl bl e
m/z--> 0 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 Nonanedioic acid, dimethyl ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.41 6.09 ng 808417 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanedioic acid. dimethvl ester 216 C11H2004 001732-10-1 64
2 Nonanedioic acid. monomethvl ester 202 C10H1804 002104-19-0 50
3 10-Undecenoic acid. methvl ester 198 C12H2202 000111-81-9 38
4 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 27
5 Methyl 3-cyclopropylpropanoate 128 C7H1202 062021-34-5 25
Abundance Scan 2140 (15.409 min): BG023300.D (-2137) (-) m/z 74.05 100.00%
5000
15.00 15.20 15.40 15.60 15.80
o 193 240271 327358387 439472 519548 m/z 55.05 76 . 95%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73863: Nonanedioic acid, dimethyl ester
55
83 152
5000 11 R SRR BRI BRI I
185 15.00 15.20 15.40 15.60 15.80
’ ‘ m/z 83.05 46.82%
0|......|....|.... R B e e e AR R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74 152
15.00 15,20 15.40 15.60 15.80
5000 m/z 152.00 42 _.19%
B
o 184
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59554: 10-Undecenoic acid, methyl ester
74 15.00 15.20 15.40 15.60 15.80
m/z 41.05 40.02%
5000] 41
124
166
ol A 198 I —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG072616._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl5.72 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.72 10.12 ng 1343160 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanedioic acid. 2-propvl-. di... 230 C12H2204 041144-33-6 43
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 43
3 2-0-Methvl-d-xvlose 164 C6H1205 1000130-01-3 38
4 9-Hvdroxv-decanoic acid. methvl ... 202 C11H2203 1000194-64-3 38
5 4-Nonanol, 4-methyl- 158 C10H220 023418-38-4 38
Abundance Scan 2193 (15.720 min): BG023300.D (-2188) (-) m/z 87.05 100.00%
57 87
5000
115
158 15.40 15.60 15.80 16.00
ol 194 227 255281308334 449 491 n/z 57.05 90 _47%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #85802: Heptanedioic acid, 2-propyl-, dimethyl ester
55 87
5000 R BRI B UL
" 116 15.40 1560 15.80 16.00
157 m/z 55.05 59.23%
| 188
ol ‘.‘“‘.‘““.‘l“”i‘.!hﬁ‘.‘i.... R e R
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74
1540 15.60 15.80 16.00
5000 m/z 74.05 56.47%
43
143 298
ol 17 101 171199297255
miz--> 0 55 160 1%0 260 2%0 360 3éo 460 4%0 560
Abundance #33893: 2-O-Methyl-d-xylose e ARBARE
87 15.40 15.60 15.80 16.00
m/z 41.05 28.95%
5000
59
t 115
0 '“'Mm4m'|"}ﬁz"'|“"|"“|""|“"|"“|""|“ UL BN SUNRA SRR
miz--> 0 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG072616._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 wunknownl5.77 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.77 4_.55 ng 603324 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl carbitol 162 C8H1803 000112-36-7 38
2 Hexanamide 115 C6H13NO 000628-02-4 14
3 Isoxazolidine 73 C3H7NO 000504-72-3 11
4 3-Dodecanone 184 C12H240 001534-27-6 11
5 4-Pentenoic acid, 2,4-dimethyl-,... 142 C8H1402 034998-29-3 11
Abundance Scan 2202 (15.773 min): BG023300.D (-2198) (-) m/z 45.05 100.00%
45
73
5000
15.40 15.60 15.80 16.00
O il 209 221280 326 m/z 73.05 67.10%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #32643: Diethyl carbitol
45
5000 7?2 L DR R S B
15.40 15.60 15.80 16.00
m/z 72.05 62.41%
15@‘\ 103
L L L U L W L S L S
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
59
15.40 15.60 15.80 16.00
5000 m/z 86.00 41.64%
27 86
116
L g U A WL UL U A L SR W
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #731: Isoxazolidine
45 15.40 15.60 15.80 16.00
73 m/z 83.05 40.39%
5000
0 "hll""l""l'"'I""I""I""I""I""I' L DR BRI SN B
m/z-> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 Methyl 8-(2-furyl)octanoate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.87 6.26 ng 830594 Acenaphthene-d10 14.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 8-(2-furvl)octanoate 224 C13H2003 038199-50-7 87
2 2-n-Octvlfuran 180 C12H200 004179-38-8 53
3 Octanoic acid. 2-furanvimethvl e... 224 C13H2003 039252-03-4 43
4 Furan. 2-pentvl- 138 C9H140 003777-69-3 43
5 Ethanone, 1-(1-methyl-2-cyclopen... 124 C8H120 068752-16-9 38
Abundance Scan 2219 (15.873 min): BG023300.D (-2213) (-) m/z 81.05 100.00%
g1
5000
53 123 o1193 224 15.60 15.80 16.00 16.20
bbbk L 200 1 290 262313 347 438466 S04 | "m/z 95.05  62.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80873: Methyl 8-(2-furyl)octanoate
81
5000
15.60 15.80 16.00 16.20
m/z 82.05 20.33%
53 224
e 193
L s S s L S L A S S W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
81
15,60 15.80 16.00 16.20
5000 m/z 53.00 16.72%
4 12375, 180
O e e T e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80882: Octanoic acid, 2-furanylmethyl ester
81 15.60 15.80 16.00 16.20
m/z 94.05 11.80%
5000
27 5
| 127 1671952%4
Orr— T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.71 4.27 ng 664665 Phenanthrene-d10 17.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Undecanoic acid 186 C11H2202 000112-37-8 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47
Abundance Scan 2872 (19.709 min): BG023300.D (-2869) (-) m/z 43.05 100.00%
5000 NvJN”Mﬂ¢Ap“f\hj\“ﬂAbwv¢NMkvwv
284 19,40 19.60 19.80 20.00

; 313 356383 417 475 509 m/z 73.05 98.23%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
43,73

5000 129 L e o e e e e e
19. 40 19 60 19. 80 20 00

m/z 60.05  89.92%
|

9 185 241 284
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73

19. 40 19 60 19. 80 20.00

5000 m/z 57.05 82.03%
129 242
101 171 199
(o1 R AT P A A kv D
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72647: Tridecanoic acid e B

19.40 19.60 19.80 20.00
m/z 69.05 63.89%

5000

19. 40 19 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 unknown21.01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.01 17.12 ng 2907360 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluoro-3-nitrotoluene 155 C7H6FNO2 000446-11-7 22
2 Methvl trans-9-(2-butvilcvclopent... 296 C19H3602 108708-61-8 22
3 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 14
4 13-Docosenoic acid. methvl ester 352 C23H4402 056630-69-4 14
5 13,16-0Octadecadienoic acid, meth... 294 C19H3402 056846-99-2 14
Abundance Scan 3094 (21.013 min): BG023300.D (-3088) (-) m/z 55.05 100.00%
155
5000 87 195
115 e ——————————
227 20.60 20.80 21.00 21.20 21.40
304
o 263 356 415 456 494521549 m/z 155 .05 70.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27984: 4-Fluoro-3-nitrotoluene
155
83
5000 U A AR N
mmmmmmmmmm
m/z 41.05 49 _.37%
125
OI \‘M“HH I L AL B o e
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
20,60 20.80 21.00 21.20 21.40
5000 83 m/z 69.05 48 .10%
130
0 161189 222 264 296
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27999: Benzene, 2-fluoro-1-methyl-4-nitro- A RREEE RS
109 185 20.60 20.80 21.00 21.20 21.40
m/z 67.05 43.88%
5000
57 ‘
0I"Z'VJ'I'M"'JI""IIIII rTTTyrTTTTTTT T T T T T T T T T T T T T T T T T TTTTTTT T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 60 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO072716\

Data File : BG023300.D

Aca On - 28 Jul 2016 2:20

Operator : UM/SJ

ﬁ?ggle i H4152-03 GW-13-6.0-15.0
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 unknown21.28 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.28 10.27 ng 1744020 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 27
2 Butvric acid. 2-(3-oxo-3H-benzol... 237 C11H11NO3S 1000316-00-8 15
3 Cvclohexene.3-(2-propenvl)- 122 C9H14 015232-95-8 15
4 6-Methvl-5-0x0-5.8-dihvdro-(1.2.... 151 C5H5N50 061402-41-3 11
5 1-Oxaspiro[2.5]octane, 2,4,4-tri... 166 C11H180 054345-62-9 11

Abundance Scan 3139 (21.277 min): BG023300.D (-3133) (-) m/z 81.05 100.00%

8l 151

5000
308 21,00 21.20 21.40 21.60
277
o 357387 429 475 547 m/z 95.05 388.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81
43
5000 LN L L L L L LN
21. OO 21 20 21. 40 21. 60
208 m/z 151.10 84 .45%
L e o
ol ““'““".w.n”,u”.“..w..”,.”.,”..“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
151
R B o A
21.00 21.20 21.40 21.60
5000 m/z 67.05 53.72%
237
45 %13 g9
ottt L o A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10035: Cyclohexene,3-(2-propenyl)- R EARES REEa
81 21.00 21.20 21.40 21.60
m/z 55.05 53.35%
5000
%3 122
N e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. OO 21 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO72716\
Data File : BG023300.D

Aca On : 28 Jul 2016 2:20

Operator : UM/SJ

Sample : H4152-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG072616_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 20 Oxiraneoctanoic acid, 3-oct... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24 .38 31.60 ng 5180090 Perylene-di12 25.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxiraneoctanoic acid. 3-octvl-. 410 C26H5003 000141-38-8 64
2 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 46
3 Methoxvacetic acid. 2-ethvlhexvl... 202 C11H2203 1000282-41-4 38

4 Octane. 2.3.6-trimethvl- 156 Cl1H24 062016-33-5 27
5 Ether, methyl 1-octadecenyl 282 C19H380 026537-06-4 25
Abundance Scan 3667 (24.379 min): BG023300.D (-3659) (-) m/z 57.05 100.00%
57
197
5000 97
129 \ 24.00 24.20 24.40 24.60
57 265 - : : :
ob—AMMMA L LED] [ | 227 70 208327356385 415 475 837 | nsu 55 05 85.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
197
5000 | BBLLL AL LI LB LB LN B
24.00 24.20 24.40 24.60
m/z 71.05 84.04%
29 ‘ 283 327
ol kM h‘ w i o R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 197
R e AR
24.00 24.20 24.40 24.60
5000 97 m/z 197.10 76.52%
129 264
0 27 157 11 207 394
L o o L e o e e e R RARE R RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #62461: Methoxyacetic acid, 2-ethylhexyl ester Mmoo AR
5 24.00 24.20 24.40 24.60
m/z 70.05 54 _.31%
5000
112
29
ol 157
T RREE e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO72716\

Data File : BG023300.D

Acq On 28 Jul 2016 2:20 Instrument :

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

3?22'6 : H4152-03 GW-13-6.0-15.0

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .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]
unknown7 .67 7.67 74_.4 ng 4725570 1 8.14 1269670 20.0
3,5-0Octadien-2-on. .. 8.89 4.8 ng 301473 1 8.14 1269670 20.0
Pentanedioic acid... 10.52 7.8 ng 730655 2 10.97 1883250 20.0
Hexanedioic acid,... 12.05 7.7 ng 726528 2 10.97 1883250 20.0
Monomethyl pimelate 13.34 16.5 ng 2189470 3 14.81 2653440 20.0
Nonanoic acid, me... 13.56 4.8 ng 636337 3 14.81 2653440 20.0
unknown13.77 13.77 5.2 ng 690321 3 14.81 2653440 20.0
unknown13.89 13.89 9.5 ng 1260680 3 14.81 2653440 20.0
1-Propanol, 2-(2-... 13.95 6.8 ng 899270 3 14.81 2653440 20.0
unknownl13.99 13.99 11.2 ng 1479230 3 14.81 2653440 20.0
Suberic acid mono... 14.45 17.3 ng 2291260 3 14.81 2653440 20.0
Nonanedioic acid,... 15.41 6.1 ng 808417 3 14.81 2653440 20.0
unknownl15.72 15.72 10.1 ng 1343160 3 14.81 2653440 20.0
unknownl15.77 15.77 4.5 ng 603324 3 14.81 2653440 20.0
Methyl 8-(2-furyl... 15.87 6.3 ng 830594 3 14.81 2653440 20.0
Octadecanoic acid 19.71 4.3 ng 664665 4 17.57 3114500 20.0
unknown21.01 21.01 17.1 ng 2907360 5 21.89 3395810 20.0
unknown21.28 21.28 10.3 ng 1744020 5 21.89 3395810 20.0
Oxiraneoctanoic a... 24.38 31.6 ng 5180090 6 25.30 3278500 20.0
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