LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title

Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 3.887 113 136 138 rBV
2 5.275 350 372 378 rBvV2
3 6.898 640 648 653 rBvY
4 7.222 696 703 710 rBV
5 7.686 769 782 787 rBV
6 7.851 797 810 815 rBV
7 7.998 827 835 851 rvB2
8 8.445 896 911 912 rvVv
9 8.533 912 926 930 rVB3
10 8.851 974 980 988 rvB2

8270-BM120915.M Tue Dec 29 12:32:

p

peak
heiaht
100070
363710
219638
603712
163976

5633779
1647429
340457
4047373
442541

191060
110543
326524
247378
118666

763814
174185
1215240
136977
210779

1953643
298422
458831

4170046
197221

414862
2231583
180804
383237
481180

480515
861591
1134170
558379

32 2015

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

corr.
area
387559
843732
519566
1041223
316521

16716116
3401130
967627
16591759
913506

394958
358666
777224
404987
271217

1702123
299984
2141948
242377
359441

3608527
624024
1069306
14456595
683128

693428
23392954
371507
792274
1174949

940435
2542098
1808680
1232771

> Z:\HPCHEM1I\BNA M\METHODS\8270-BM120915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
1.66%
3.61%
2.22%
4.45%
1.35%

71.46%
14 .54%
4.14%
70.93%
3.91%

1.69%
1.53%
3.32%
1.73%
1.16%

7.28%
1.28%
9.16%
1.04%
1.54%

15.43%
2.67%
4._.57%

61.80%
2.92%

2.96%
100.00%
1.59%
3.39%
5.02%

4.02%
10.87%
7.73%
5.27%

0.370%
0.742%
0.225%

11.904%
2.422%
0.689%

11.816%
0.651%

0.281%
0.255%
0.554%
0.288%
0.193%

1.212%
0.214%
1.525%
0.173%
0.256%

2.570%
0.444%
0.762%
10.295%
0.486%

0.494%
16.659%
0.265%
0.564%
0.837%

0.670%
1.810%
1.288%
0.878%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 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 M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.074 1692 1698 1702 rVB 674190 1200571 5.13% 0.855%

36 13.216 1713 1722 1729 rVB 706632 1431099 6.12% 1.019%
37 13.386 1740 1751 1755 rBV 808834 1899530 8.12% 1.353%
38 13.551 1774 1779 1787 rVB2 166671 332414 1.42% 0.237%
39 13.827 1822 1826 1830 rVB 252970 336369 1.44% 0.240%
40 14.092 1857 1871 1874 rBV3 1009826 3824620 16.35% 2.724%

41 14.163 1878 1883 1886 rVV 1253256 2087861 8.93% 1.487%
42 14.204 1886 1890 1896 rVB 356429 604086 2.58% 0.430%
43 14.286 1896 1904 1908 rBV 1069854 1920289 8.21% 1.368%
44 14.339 1908 1913 1920 rVB3 306131 528582 2.26% 0.376%
45 14.433 1920 1929 1936 rBV2 1226248 2573743 11.00% 1.833%

46 14.880 1989 2005 2009 rBV2 1766090 5117367 21.88% 3.644%
47 15.021 2016 2029 2031 rBV4 1021825 2351394 10.05% 1.675%
48 15.092 2036 2041 2051 rVB 843563 1287648 5.50% 0.917%
49 15.204 2056 2060 2066 rVB 437616 656939 2.81% 0.468%
50 15.339 2078 2083 2087 rBV 405598 518456 2.22% 0.369%

51 15.451 2098 2102 2108 rVB2 326607 478144 2.04% 0.341%
52 15.551 2116 2119 2131 rVB2 187979 375918 1.61% 0.268%
53 15.721 2142 2148 2152 rBV 584802 867478 3.71% 0.618%
54 15.768 2152 2156 2162 rVB 301200 499139 2.13% 0.355%
55 15.839 2162 2168 2173 rBV2 748583 1269634 5.43% 0.904%

56 15.892 2173 2177 2181 rVB 308635 398365 1.70% 0.284%
57 16.021 2191 2199 2205 rBV 1072299 2105893 9.00% 1.500%
58 16.339 2249 2253 2261 rVB2 248981 491490 2.10% 0.350%
59 16.521 2281 2284 2290 rVB2 283808 402860 1.72% 0.287%
60 16.798 2324 2331 2341 rBV5 201623 559344 2.39% 0.398%

61 17.086 2376 2380 2386 rVB 360614 546310 2.34% 0.389%
62 19.721 2823 2828 2840 rVB 1559570 2018974 8.63% 1.438%
63 20.974 3037 3041 3053 rVB 338800 448068 1.92% 0.319%
64 21.286 3089 3094 3102 rVB 476433 613689 2.62% 0.437%
65 23.521 3468 3474 3483 rVB2 332224 630535 2.70% 0.449%

Sum of corrected areas: 140419149
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM003802.D
7185

5000000

8.53 10.86
4000000

3000000
11.
10.55
2000000
8.00

10.35

1000000 9.89
7.22 800 06

8.85 11.31
5.27 8l4b A 3]
. 6.90 7.6D %39 b %0 10 0.99

e N R e e T A R R i —

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM003802.D

5000000

4000000

3000000

2000000

19.72

1000000

= L

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM003802.D

5000000
4000000
3000000
2000000

1000000
1.29
20.9 23.52
Jkggjk A
T e e e T e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 2

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

7.85 1056.24 ng 16716100 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 95
2 Benzene. 1l-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 95
3 Benzene. 1l-methvl-2-(l1-methvleth... 134 C10H14 000527-84-4 94
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 810 (7.851 min): BM003802.D (-797) (-) m/z 119.20 100.00%
119
5000
91 134
39 51 65 77 | 103 7.60 7.80 8.00 8.20
0..,....,....,....-,'....,-....,.-.'..,...'.--,.8.4..',.~...,.'.--.1.}9.'.|.-,|..1.2.7,..-..,... m/z 134.20 28.66%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14400: Benzene, 1-methyl-3-(1-methylethyl)-
1

>

5000

7.60 7.80 8.00 8.20
m/z 91.10 27 .15%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
s e ARa mmm T
7.60 7.80 8.00 8.20
5000 m/z 117.20 15.82%
91
134
7
o 15 27 39 5154 0 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)- T S AN ARmms s
119 7.60 7.80 8.00 8.20

m/z 120.20 10.23%

5000

134
91

I—

27 41 51 sg 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Eucalyptol Concentration Rank 5

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

8.00 214.91 ng 3401130 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eucalvptol 154 C10H180 000470-82-6 99
2 Trifluoroacetvl-_alpha.-terpineol 250 C12H17F302 1000058-17-6 43
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 25
4 3-Hepten-2-one. 3-propvl- 154 C10H180 032064-69-0 25
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 25

Abundance Scan 835 (7.998 min): BM003802.D (-827) (-) m/z 43.05 100.00%
43 81

5000

7.60 7.80 8.00 8.20 8.40

01 m/z 81.10 85.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25402: Eucalyptol
43
81
108
5000 55 71 [Tr T[Tt rrrrprrrr T
93 139 154 7.60 7.80 8.00 8.20 8.40
m/z 108.05 62.89%
27 H ‘ ‘ 125
0 ..,.1..5.,...‘.‘,....ila.. .‘H‘H(?:}..ia..‘.‘il.‘..,‘.l‘.‘.,...‘.‘,l...,‘ P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
R
69 7.60 7.80 8.00 820 8.40
5000 81 108 154 m/z 71.05 60.11%
55
96 139
29 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2827: Cyclohexene, 1-methyl- e AR ER s S
81 7.60 7.80 8.00 820 8.40
m/z 111.10 59.80%
67
5000 o 9%
39
27 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7. 60 7.80 8. 00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Heptanoic acid Concentration Rank 20

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

8.45 61.14 ng 967627 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 64
2 Hexanoic acid 116 C6H1202 000142-62-1 47
3 Pentanoic acid 102 C5H1002 000109-52-4 46
4 Octanoic Acid 144 C8H1602 000124-07-2 43
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 43

Abundance Scan 912 (8.451 min): BM003802.D (-896) (-) m/z 59.10 100.00%

5000

I

8.20 840 860 880
(o} m/z 43.10 23.17%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12980: Heptanoic acid
I ]\
73

5000 R AN AmamE L S
8.20 8.40 860 8.80

87 m/z 55.05 23.11%

s \M\ 5‘“\ Ll eat® 113 g
e R R o e ARERE L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
60 /\‘

8.20 8.40 8.60 8.80

o

5000 S 73 m/z 41.10 17.82%
87
o 53 80 99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4158 Pentanoic acid
60 8.20 8.40 8.60 8.80

m/z 60.05 15.76%

5000 73
29 41
o osa L 87 am
0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 2-Octanol, 2-methyl-6-methy... Concentration Rank 3

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

8.53 1048.38 ng 16591800 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 72
2 1-Cvclohexvl-2-methvl-2-propanol 156 C10H200 005531-30-6 64
3 7-0Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 64
4 Silane. (chloromethvDdimethvl- 108 C3HOCISi 003144-74-9 59
5 2,4-Dimethyl-4-penten-2-ol 114 C7H140 019781-53-4 43

Abundance Scan 925 (8.528 min): BM003802.D (-912) (-) m/z 59.10 100.00%
59
5000 ﬂ
43 123 SRR R SRR
| 5] 6| e 8|3 B 107 | ga 8.20 840 8.60 8.80
Ohrrrrrrrprrrrpre e g el 2l e e m/z 55.10 22.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27012: 2-Octanol, 2-methyl-6-methylene-
59
5000 USSR SRS SR AR
43 8.20 8.40 8.60 8.80
69 g3 m/z 43.10 20.32%
‘ ‘ 112 123
11 O =00
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
820 8.40 860 8.80
5000 m/z 123.15 16.35%
41 67 g
ol 15 29 51 9% 109 128 141
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26988: 7-Octen-2-ol, 2,6-dimethyl- LA L DL L L R R
59 8.20 8.40 8.60 8.80
m/z 41.10 14.91%
5000
41
0 Sl sl &7 8 95 109 128 441 15
m/z--> 10 20 3'0 4'0 50 6|O 70 80 90 100 110 120 130 140 150 160 820 840 860 880
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Camphor Concentration Rank 12

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

9.89 94.71 ng 1702120 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphor 152 C10H160 000076-22-2 98
2 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 97
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-49-3 97
4 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 021368-68-3 97
5 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 49

Abundance Scan 1157 (9.892 min): BM003802.D (-1139) (-) m/z 95.10 100.00%
95
81
5000 55 e 108
152
|| | | h |||J | ‘ 9.60 9.80 10.00 10.20
S 1 U A VR R LA N m/z 81.10 64.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23920: Camphor
41 95
81
5000 55 69 108 9.60 9.80 10.00 10.20
152 m/z 41.05 45_36%
0 III""I'"'I""I""I""I""I"''I''''I''''I""I"':'I-IZ']'-"I':'I-'3'7I""I""II
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
81
9.60 9.80 10.00 10.20
5000 A 69 108 m/z 69.10 37.62%
152
ol 15 27 123 137
LR R KR RN RS AR RS RARS RRARA RN SRR RARAN SRS RSN RARRN LARAN O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24203: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1R)-
95 9.60 9.80 10.00 10.20
81 m/z 108.10 37.01%
5000 41 108
55 69 152
0"P%?W"“I'“'I“'W"“I'“'I“"P"W"“I'“'I“"&%?W'}ﬁz'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 3-Cyclohexen-1-ol, 4-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.35 119.18 ng 2141950  Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Cvclohexen-1-ol. 4-methvl-1-(1... 154 C10H180 000562-74-3 93
2 3-Cvclohexen-1-ol. 4-methvl-1-(1... 154 C10H180 020126-76-5 93
3 1-Cvclopentene-1-methanol. 2-met... 154 C10H180 080113-82-2 41
4 2
51

-Buten-1-ol. 3-methvl- 86 C5H100 000556-82-1 38
-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 30
Abundance Scan 1235 (10.351 min): BM003802.D (-1226) (-) m/z 71.10 100.00%
7
93 111
5000
136 154 10.00 10.20 10.40 10.60
121 - - - -

0 ||.. 3|||| |I||| |I|| 103| T |s | m/z 93.05 56.17%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25653: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-
71
5000 43 93 111 L L e e
10.00 10.20 10.40 10.60
55 m/z 111.10 52.78%
‘ ‘ 101 136 154
0 ”,14.,”.%%...“..q...w..ﬂgi”hﬂﬂu.‘L..fg?.w..qh.”,..L,.”.,”..“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
71
T R
10.00 10.20 10.40 10.60
5000 43 93 111 m/z 43.10 34.52%
55
83 136 154
63 103 | 121

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25708: 1-Cyclopentene-1-methanol, 2-methyl-5-(1-methylethyl)
93 111 10.00 10.20 10.40 10.60
m/z 86.10 23.46%
5000
43 55 154
i \H \\ H‘ o1y, 121 136
0 ! ! T T e
B LA SRS LRSS AR SRR

m/z--> 10 20 30 40 50 60 70 80 90

100 110 120 130 140 150 160

10.00 10.20 10.40 10.60

8270-BM120915.M Tue Dec 29 12:32:

39 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 p-menth-1-en-8-ol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.55 200.79 ng 3608530  Naphthalene-ds8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 p-menth-1-en-8-ol 154 Cl0H180 1000157-89-9 91

000098-55-5 80
010482-56-1 72

-alpha... 154 C10H180
-alpha... 154 C10H180

2 3-Cvclohexene-1-methanol.
3 3-Cvclohexene-1-methanol.

4 (+)-4-Carene 136 C10H16 029050-33-7 64
5 1R-_.alpha.-Pinene 136 C10H16 007785-70-8 50
Abundance Scan 1269 (10.551 min): BM003802.D (-1260) (-) m/z 59.10 100.00%
59
93
121
5000 81 136
43
51, || Il 10.20 10.40 10.60 10.80
S | W6 O 1y A T Y m/z 93.05 72.82%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25440: p-menth-1-en-8-ol
59
93
5000
43 a1 21 10.20 10.40 10.60 10.80
67 ‘ m/z 121.10 62.24%
107
0 .,...‘.‘,‘....‘,‘....,....i..u.,‘...‘.‘,...., 1 N P S~ 2
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
S S AL SRS .
93 10.20 10.40 10.60 10.80
5000 121 136 m/z 81.10 45.99%
43 81
a1 67
o 51 107 154
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25749: 3-Cyclohexene-1-methanol, .alpha.,.alpha.,4-trimet...
59 10.20 10.40 10.60 10.80
m/z 136.15 42 . 76%
93
121
5000 43 81 136
67
Y T P 4 148
o R A PP D1 N 1 S N .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.20 10.40 10.60 10.80

8270-BM120915.M Tue Dec 29 12:32:40 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 unknownl10.86 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.86 804.39 ng 14456600 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 47
2 Methanone. dicvclopropvl- 110 C7H100 001121-37-5 38
3 Pentane. 1.5-dibromo- 228 C5H10Br2 000111-24-0 37
4 1.5-Heptadiene. 2.3.6-trimethvl- 138 C10H18 033501-88-1 35
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 35
Abundance Scan 1322 (10.863 min): BM003802.D (-1306) (-) m/z 69.10 100.00%
69
41
5000
55 94 108 136
10.60 10.80 11.00 11.20
0 m/z 41.10 59.79%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #57897: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile
69
5000
10.60 10.80 11.00 11.20
41 82 108 135 m/z 136.20 33.84%
1527 | ¥ | 9 121 | 147161 188 203
m/z--> ﬁo Jo 65 85 160 150 1&0 1éo 1éo 260 250 '
Abundance
69
4 10.60 10.80 11.00 11.20
5000 m/z 108.05 33.32%
. 15 27 55 82 g5 110
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75287: Pentane, 1,5-dibromo- B EEmma e
69 10.60 10.80 11.00 11.20
41 m/z 94.10 33.28%
5000
27 150
55
0 \‘\\ \‘\ I \‘ il 81 9? 1(\)\7 121 135 m 163 230
m/z--> ﬁo Jo 65 85 160 120 1&0 1éo 180 260 250 ' 10.60 10.80 11.00 11.20

8270-BM120915.M Tue Dec 29 12:32:41 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 unknownl11.83 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.83 1301.63 ng 23393000 Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2.2"-I1.2-ethanedivlbis... 234 C10H1806 000111-21-7 43
2 Decanoic acid. 3-methvl- 186 C11H2202 060308-82-9 43
3 4-Nonanol. 4-methvl- 158 C10H220 023418-38-4 38
4 3-Pentanol. 2.2.4.4-tetramethvl- 144 C9H200 014609-79-1 38
5 3-[(2-Trichloromethyl)but-3-enyl... 274 C9H13CI303 112463-35-1 37
Abundance Scan 1486 (11.827 min): BM003802.D (-1426) (-) m/z 87.10 100.00%
87
5000 :
43 57 71
113 199 157 11.60 11.80 12.00 12.20
S — .-|!',|'. .".'.,'.- AL s m/z 43.10 33.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78174: Ethanol, 2,2'-[1,2-ethanediylbis(oxy)]bis-, diacetate
87
43
5000 RN UL SURELN U SR
11. 60 11. 80 12. 00 12 20
m/z 71.10 33.24Y%
0 | 58 73 | 101 117131145 162174 190 234
m/z--> ﬁo 45 éo éo 160 150 150 160 180 260 250 '
Abundance
87
PN U BN SR
a4 o 11.60 11.80 12.00 12.20
5000 m/z 41.10 32.46%
29
73
oL 15 101 12618 120 166
m/z--> ﬁo 45 éo éo 160 150 150 1éo 1éo 260 250 '
Abundance #28231: 4-Nonanol, 4-methyl- A Bman s B i S
87 11.60 11.80 12.00 12.20
45 m/z 57.10 32.07%
5000 115
> 4
0 1|5 l||||||| |luu‘lu||;||||||‘||||||||||||||||||||||||| —v—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—r
m/z--> 20 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20

8270-BM120915.M Tue Dec 29 12:32:42 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 Decanoic acid, 2-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.23 65.38 ng 1174950  Naphthalene-d8 10.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Decanoic acid. 2-methvl- 186 C11H2202 024323-23-7 86

2 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 64
3 Undecanoic acid. methvl ester 200 C12H2402 001731-86-8 59
4 Dodecanoic acid. 2-methvl- 214 C13H2602 002874-74-0 56
5 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 42
Abundance Scan 1554 (12.227 min): BM003802.D (-1545) (-) m/z 74.05 100.00%
7%
5000 87
41 e 120 T
101 115 143 12.00 12.20 12.40 12.60
0...,....',|'|.'..|!',..|.|-.,...'.,...'.,....,...1?7..1?2. SN m/z 87.05 39.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46638: Decanoic acid, 2-methyl-
74
5000 LA L L L L L L L L LB
87 1200 12.20 12.40 12.60
41 120 m/z 41.10 21.07%
L2 e 1O 166
m/z--> 25 ' eb éo 160 150 150 1éo 1éo 260
Abundance
74
" 12.00 12:20 12,40 12.60
5000 87 m/z 55.10 16.47%
43
- 55
oL 15 101 195 129141 172
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #56085: Undecanoic acid, methyl ester S Eme R mEeE s S s
74 12.00 12.20 12.40 12.60
m/z 43.10 15.56%
5000 87
29 55
o 1 “ | 101 115 129 143 157169 200
m/z--> i & ' % ﬁ01h.m ﬁ01% ﬁo nmnmnmnm

8270-BM120915.M Tue Dec 29 12:32:43 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 n-Decanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.76 96.19 ng 2542100 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 93
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 Undecanoic acid 186 C11H2202 000112-37-8 50
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Octanoic Acid 144 C8H1602 000124-07-2 49
Abundance Scan 1645 (12.763 min): BM003802.D (-1629) (-) m/z 73.05 100.00%
60 73
5000 41 129
143 12.40 12.60 12.80 13.00
o MLL 196 172 196 m/z 60.05  87.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37191: n-Decanoic acid
60 73
41
5000 AUV AR
29 129 12140 12,60 12.80 13.00
- . m/z 129.10  47.32%
0 ‘\ H-‘--”1“‘-1“-‘-.“l‘---‘1‘?%-‘“-.----1.“1-3-1-5-5.--l-.----.--
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
60 73
43
12.40 12.60 12.80 13.00
5000 129 m/z 41.10 47 .05%
85 157
29 101 115
143 171 200
0 '}?I"' L RS S DAL LR A |""%§3"'|"
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #46616: Undecanoic acid BB RS BEEa R A
4 60 73 12.40 12.60 12.80 13.00
m/z 55.10 42 .98%
5000 29
87 129 143
101 115
0..1.6|....|........|.. M ..‘.|l‘...|‘...1.5‘7|....|1.8‘.6..|.. AL a2 L
m/z--> 200 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00

8270-BM120915.M Tue Dec 29 12:32:44 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Octanoic acid, 2-butyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.09 144.71 ng 3824620  Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 octanoic acid. 2-butvl- 200 C12H2402 027610-92-0 95
2 3-Pentanol. 2.3-dimethvl- 116 C7H160 000595-41-5 35

3 Borinic acid. diethvlthio-. meth... 116 C5H13BS 092276-84-1 27

4 Thiepane 116 C6H12S 004753-80-4 27
5 Pivaloin 172 C10H2002 000815-66-7 25
Abundance Scan 1871 (14.092 min): BM003802.D (-1857) (-) m/z 73.10 100.00%
7B
5000 87
116
41 55 101 130 4
| 157 13.80 14.00 14.20 14.40
171
0..,....,....';.'.-. ,-.:..,|...|.,..||..,'!... 183200 m/z 87.10 51.65%
miz--> 20 80 100 120 140 160 180 200
Abundance #56054: Octanoic acid, 2-butyl-
78
5000 41 87
29 55 116 13.80 14.00 14.20 14.40
0
01 | 144 m/z 116.05 35.51%
b b b LT 15T e a0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
43 13.80 14.00 14.20 14.40
5000 87 m/z 41.10 24 .36%
27 55
101
115
R e T A o =
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7805: Borinic acid, diethylthio-, methyl ester T
87 116 13.80 14.00 14.20 14.40
m/z 55.10 23.10%
5000 5o
27 41 69
0..,JLuﬂN”wH.Mu,.h?ﬂ..ﬂh..”,...w...w...w.. St
miz--> 20 40 60 80 100 120 140 160 180 200 1380 14.00 14.20 14.40

8270-BM120915.M Tue Dec 29 12:32:45 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 2-Propylnonanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.16 79.00 ng 2087860 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propvlnonanoic acid 200 C12H2402 065185-82-2 64
2 2-Imidazolidinethione 102 C3H6N2S 000096-45-7 43
3 Methvl 2-ethvldecanoate 214 C13H2602 020483-47-0 40
4 Valproic Acid 144 C8H1602 000099-66-1 40
5 2-Propyloctanoic acid 186 C11H2202 031080-41-8 39
Abundance Scan 1883 (14.163 min): BM003802.D (-1878) (-) m/z 73.10 100.00%
7B
102
5000
115
41 55 129
|| | 87 | 143 188171 ooy 13.80 14.00 14.20 14.40
Ob bbbl b L2951 188 BN 1 Tm/z 102.10  76.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56049: 2-Propylnonanoic acid
73
102
5000
13.80 14.00 14.20 14.40
o 115 129 m/z 115.10 33.55%
ol 18 H ‘\ T Mg
m/z--> ' ' 85 160 120 140 160 180 200
Abundance
102
13.80 14.00 14.20 14.40
5000 m/z 41.10 22 .75%
30
43 g °
e R R UL AU S S RS SRS RN AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65572: Methy| 2-ethyldecanoate  RE AR BEEEE RS
102 13.80 14.00 14.20 14.40
m/z 55.10 22_.17%
87
5000
115
41 55
. [ o uss s
m/z--> 20 40 60 8|0 1(')0 120 140 1('30 15';0 200 13.80 14.00 14.20 14.40

8270-BM120915.M Tue Dec 29 12:32:46 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Undecanoic acid, 2-methyl-,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.29 72.66 ng 1920290 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid. 2-methvl-., meth... 214 C13H2602 055955-69-6 64
2 Nonanoic acid. 2.6-dimethvl-. me... 200 C12H2402 055955-67-4 56
3 Heptanoic acid. 2.6-dimethvl-. m... 172 C10H2002 033315-72-9 53
4 Nonanoic acid. 2.4-dimethvl-. me... 200 C12H2402 054889-61-1 53
5 Heptanoic acid, 2,4-dimethyl-, m... 172 C10H2002 018450-78-7 50
Abundance Scan 1905 (14.292 min): BM003802.D (-1896) (-) m/z 88.10 100.00%
88
73
5000 101
41 55
129 143
1 157 171 14.00 14.20 14.40 14.60
0 ...,....,“.'..:“,..|-'.-.,-. e | Ior ATt ass 200 m/z 73.10 57.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65623: Undecanoic acid, 2-methyl-, methyl ester
88
5000
29 41 101 14.00 14.20 14.40 14.60
55 m/z 101.10 41 .25%
o M‘ \M L 115129 143 157 171183 199 214
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
88
14.00 14.20 14.40 14.60
5000 101 m/z 41.10 22 .23%
43 55 157
. 29 69 115 129 143 777169 1g5 20
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #37315: Heptanoic acid, 2,6-dimethyl-, methy! ester A a s B
88 14.00 14.20 14.40 14.60
m/z 55.10 20.17%
5000
101
41 g7
0 1\5 \2\9 \H H\ 6\9\ A 115 129 141 157
m/z--> 20 40 60 80 100 120 14'10 160 180 200 14.00 14.20 14.40 14.60

8270-BM120915.M Tue Dec 29 12:32:47 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Undecanoic acid, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.43 97.38 ng 2573740 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid. 2-methvl- 200 C12H2402 024323-25-9 93
2 Decanoic acid. 2-methvl- 186 C11H2202 024323-23-7 64
3 Dodecanoic acid. 2-methvl- 214 C13H2602 002874-74-0 64
4 Pentanoic acid. methvl ester 116 C6H1202 000624-24-8 50
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 50
Abundance Scan 1928 (14.427 min): BM003802.D (-1920) (-) m/z 74.05 100.00%
7%
5000 87
4l 55 143
101 129 157 14.20 14.40 14.60 14.80
o S 171 185 200213 m/z 87.10 46.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56065: Undecanoic acid, 2-methyl-
74
5000 87
41 14.20 14.40 14.60 14.80
29 S5 43 m/z 41.10 20.02%
m/z--> 25 45 60 85 160 150 140 1éo 180 200 220
Abundance
74
" 14:20 14.40 14.60 14.80
5000 a7 m/z 43.10 16.66%
41
55
. 29 101 175 129 143 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65577: Dodecanoic acid, 2-methyl- B ma E L e
74 14.20 14.40 14.60 14.80
m/z 55.10 16.27%
5000 87
41 g5
o B s 119157 0y 21
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80

8270-BM120915.M Tue Dec 29 12:32:48 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.88 193.63 ng 5117370 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 95
2 Undecanoic acid 186 C11H2202 000112-37-8 50
3 Octanoic Acid 144 C8H1602 000124-07-2 46
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 2005 (14.880 min): BM003802.D (-1989) (-) m/z 73.10 100.00%
7B
60
5000 41 129
85 157
g7 115
143 171 200 14.60 14.80 15.00 15.20
183
0! m/z 60.05 76.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56048: Dodecanoic acid
60 73
129
43 200
5000 157 LR B B UL B
85 115 14.60 14.80 15.00 15.20
29 ‘ 101 ‘ 143 m/z 41.10 48.19%
ok I .‘.‘. I\I\I\ i .“l“l‘.‘k“.‘. P l“\l‘\l .“l " - un I\k ‘; — "I — ‘. .:1-8.3. — I" i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
43 LR PSR AL B B
14.60 14.80 15.00 15.20
5000{ g m/z 43.10 47 .46%
85 129 143
97 115 157 186
0'|""|""|"''|""|""|""|""|'1'6?'|""|"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19985: Octanoic Acid B e
60 14.60 14.80 15.00 15.20
m/z 55.10 46 .14%
73
5000{ o7
85 101
0y ”‘“"NJ"‘UJ"‘”'l“M"'|"'%{ﬁ = %?%' SN DN R PSR AN B B
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknownl5.02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.02 88.97 ng 2351390 Acenaphthene-d10 14.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 30
2 Octanoic acid. 2-butvl- 200 C12H2402 027610-92-0 25
3 Thiophene. 2-butvltetrahvdro- 144 C8H16S 001613-49-6 14
4 1.3-Dioxolane. 2-methvl-2-(5-phe... 232 C15H2002 055282-92-3 12
5 2-Indolizinemethanol 147 C9HONO 022320-21-4 12
Abundance Scan 2029 (15.021 min): BM003802.D (-2016) (-) m/z 73.10 100.00%
<}
87
147
5000 130
41 g5 101
‘ 1 163 _ 192 14.80 15.00 15.20 15.40
179 : : : :
R | 00 1 1 ER R AT 214 228 m/z 87.10 68.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13131: Thiophane, propyl-
87
5000
14.80 15.00 15.20 15.40
101 130 m/z 147.15 55.70%
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
73
116
87 14.80 15.00 15.20 15.40
5000 m/z 130.05 41.93%
09 41 - 101 144
129
o 157 1711g3 200
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20165: Thiophene, 2-butyltetrahydro-
87 14.80 15.00 15.20 15.40
m/z 101.05 33.69%
5000
41
27
101 144
0|fl-‘|5||‘|||‘|“|“|??‘i|6‘|7||||‘l|||‘||]|-1|5|?-|2|9|||||| TT T T |||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—h
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122515\
Data File : BM003802.D

Aca On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample : 6G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM120915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Propanoic acid, 2-methyl-3-.._. Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.02 77.10 ng 2105890 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-3-T4-t-... 220 C14H2002 1000131-87-0 93
2 Phenol. 4.6-di(l.1-dimethvlethvl... 220 C15H240 000616-55-7 43
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 43
4 2-Amino-4-hvdroxv-6.7.8-trimethy... 205 C9H11N50 013045-86-8 38
5 Stypticin 237 C12H15N04 059760-32-6 36
Abundance Scan 2199 (16.021 min): BM003802.D (-2191) (-) m/z 205.15 100.00%
205
5000 /\\
117 Bt 147 220 S
41 57 77 105 || | 159 177 103 | 15.80 16.00 16.20 16.40
0...“..wh.”,.”.,”..“.... e L R m/z 131.10 27.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69357: Propanoic acid, 2-methyl-3-[4-t-butyl]pheny!-
205
5000 AR SN AR AN SO R
15,80 16.00 16.20 16.40
91 ”11311A7 220 m/z 147.15 20.41%
0 4\1\ 7 44 105 ‘\ \‘ 15\9 177189 ‘
miz--> "'z'o""46""66""86"'i66"iéd"iié"ieé"isé"'zoé'"zéc')"
Abundance
205
' 15.80 16.00 16.20 16.40
5000 m/z 117.10 19.90%
57 220
15 29 4 69 81 93105 121133 149161 177189
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69514: Butylated Hydroxytoluene R B L A Al
205 15.80 16.00 16.20 16.40
m/z 206.15 15.29%
5000 220
15 29 41 57 g9 8L 93105 119131 145 161 177189 | |
|||||||||||||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
m/z--> 20 45 60 85 100 120 140 160 180 200 220 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122515\
Data File : BM003802.D

Acq On : 25 Dec 2015 06:17

Operator : UM/SJ

Sample - G4952-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM120915_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, 1-methyl. .. 7.85 1056.2 ng 16716100 1 7.69 316521 20.0
Eucalyptol 8.00 214.9 ng 3401130 1 7.69 316521 20.0
Heptanoic acid 8.45 61.1 ng 967627 1 7.69 316521 20.0
2-Octanol, 2-meth... 8.53 1048.4 ng 16591800 1 7.69 316521 20.0
Camphor 9.89 94.7 ng 1702120 2 10.47 359441 20.0
3-Cyclohexen-1-ol... 10.35 119.2 ng 2141950 2 10.47 359441 20.0
p-menth-1-en-8-ol 10.55 200-8 ng 3608530 2 10.47 359441 20.0
unknown10.86 10.86 804.4 ng 14456600 2 10.47 359441 20.0
unknownl1l1.83 11.83 1301.6 ng 23393000 2 10.47 359441 20.0
Decanoic acid, 2-... 12.23 65.4 ng 1174950 2 10.47 359441 20.0
n-Decanoic acid 12.76 96.2 ng 2542100 3 14.34 528582 20.0
Octanoic acid, 2-... 14.09 144.7 ng 3824620 3 14.34 528582 20.0
2-Propylnonanoic ... 14.16 79.0 ng 2087860 3 14.34 528582 20.0
Undecanoic acid, ... 14.29 72.7 ng 1920290 3 14.34 528582 20.0
Undecanoic acid, ... 14.43 97.4 ng 2573740 3 14.34 528582 20.0
Dodecanoic acid 14.88 193.6 ng 5117370 3 14.34 528582 20.0
unknown15.02 15.02 89.0 ng 2351390 3 14.34 528582 20.0

4

Propanoic acid, 2... 16.02 77.1 ng 2105890 17.09 546310 20.0
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