LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG092216\

Data File : BG024075.D

Acq On : 22 Sep 2016 19:05 Instrument :
Operator : UM/SJ BNA_G
Sample  : H4821-13 5X Sl
Misc i YORK-SB1-4
ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.920 9 14 25 rvB 736924 1215318 92.94% 9.908%
2 4.500 281 283 287 rvB2 14545 16864 1.29% 0.137%
3 5.117 384 388 396 rvB 65515 110202 8.43% 0.898%
4 5.605 465 471 478 rBv2 112143 208661 15.96% 1.701%
5 7.009 706 710 716 rVB6 10060 18362 1.40% 0.150%
6 7.226 741 747 762 rVB 137382 280368 21.44% 2.286%
7 7.584 802 808 817 rBv2 141334 266028 20.34% 2.169%
8 8.048 880 887 893 rBY 270934 472146 36.11% 3.849%
9 8.372 934 942 949 rBvV 132258 232190 17.76% 1.893%
10 9.229 1082 1088 1100 rBV 95739 202651 15.50% 1.652%

11 10.880 1362 1369 1380 rBV 395121 697175 53.32% 5.684%
12 13.335 1781 1787 1796 rBV 267378 431381 32.99% 3.517%
13 13.576 1824 1828 1831 rBV5 16441 23896 1.83% 0.195%
14 14.029 1898 1905 1913 rVvB2 199612 302050 23.10% 2.462%
15 14.175 1925 1930 1936 rBV2 65249 110478 8.45% 0.901%

16 14.340 1952 1958 1964 rBV 393961 515301 39.41% 4.201%

17 14.416 1966 1971 1975 rBV3 40483 65528 5.01% 0.534%
18 14.493 1979 1984 1987 rvVvv2 86095 123761 9.46% 1.009%
19 14.522 1987 1989 1994 rVV3 32754 41381 3.16% 0.337%
20 14.569 1994 1997 2004 rVB7 8849 17480 1.34% 0.143%
21 14.640 2004 2009 2013 rBV2 29860 49930 3.82% 0.407%

22 14.681 2013 2016 2019 rVVv3 80730 111141 8.50% 0.906%
23 14.722 2019 2023 2029 rVV2 548959 887334 67.86% 7.234%

24 14.786 2031 2034 2040 rVvS8 25187 52036 3.98% 0.424%
25 14.857 2042 2046 2050 rVB3 30365 40784 3.12% 0.332%
26 14.957 2058 2063 2066 rBV5 30735 51025 3.90% 0.416%
27 14.992 2066 2069 2075 rVB3 61455 87655 6.70% 0.715%
28 15.386 2130 2136 2142 rBV2 134664 190127 14.54% 1.550%
29 15.679 2180 2186 2189 rBv4 19853 30442 2.33% 0.248%
30 15.726 2189 2194 2199 rVB4 41965 71771 5.49% 0.585%
31 15.838 2210 2213 2219 rVBS8 12705 19333 1.48% 0.158%
32 16.155 2264 2267 2272 rBV5 20625 36018 2.75% 0.294%
33 16.231 2273 2280 2289 rVB5 78430 213475 16.33% 1.740%
34 16.402 2304 2309 2310 rBV5 11910 17875 1.37% 0.146%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG092216\

Data File : BG024075.D

Acq On : 22 Sep 2016 19:05 Instrument :
Operator : UM/SJ BNA_G _
Sample  : H4821-13 5X Sl
Misc : YORK-SB1-4
ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.455 2316 2318 2325 rVBS8 17279 25680 1.96% 0.209%
36 16.566 2333 2337 2338 rBv4 12011 14720 1.13% 0.120%
37 16.731 2360 2365 2366 rBV5 9351 13239 1.01% 0.108%
38 16.837 2378 2383 2391 rVB3 154260 246312 18.84% 2.008%
39 16.936 2396 2400 2406 rVV6 43676 62086 4._75% 0.506%
40 17.001 2408 2411 2415 rVB6 12629 16696 1.28% 0.136%

41 17.489 2488 2494 2503 rBVY 610315 989519 75.67% 8.067%
42 18.223 2613 2619 2628 rVB 970995 1307608 100.00% 10.660%

43 18.311 2630 2634 2635 rBV4 20967 25097 1.92% 0.205%
44 18.370 2639 2644 2647 rBV6 19940 31713 2.43% 0.259%
45 19.057 2758 2761 2768 rBV9 21069 49535 3.79% 0.404%
46 19.774 2879 2883 2887 rBV4 47160 57538 4._.40% 0.469%

47 20.097 2934 2938 2943 rBVY 397252 521462 39.88% 4_.251%
48 21.800 3223 3228 3235 rVB 619694 993480 75.98% 8.099%
49 25.149 3794 3798 3810 rVB 243067 701673 53.66% 5.720%

Sum of corrected areas: 12266525
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG024075.D
1000000

2.92
800000

600000

400000 10.88

8.05

200000 7.23 7.58 8.37

Time--> 3.00 350 4.00 4.50 5.00 550 600 650 7.00 7.50 8.00 850 900 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG024075.D
1000000 1822

21.80

800000

17.49
600000 14.72 20.10

400000

13.34
200000

13.58 (B 4
O o B o o T B e L B L e B B e

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: BG024075.D
1000000

800000

600000 25.15

400000

200000

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\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.92 51.48 ng 1215320 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 14 (2.920 min): BG024075.D (-9) (-) m/z 73.05 100.00%
73
5000 43 {S
2.90 3.00 3.10 3.20 3.30
o! b o8 AT 221 278 314 365 S "m/z 43.05 47.09%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 A R AR U RRRAE
2.90 3.00 3.10 3.20 3.30
m/z 89.05 31.97%
0 LRI WL L UL L UL UL DL S
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
30 73
2.90 3.00 3.10 3.20 3.30
5000 m/z 41.05 9.19%
L S L B U L UL L B ~H/\hm
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8705: 2-Hydroxy-2-methylbutyric acid N EEEEEE S ey LS SRR
73 2.90 3.00 3.10 3.20 3.30
m/z 45.05 6.98%
5000 43
0|'""'Jl'"L'llo?"'l""l"''|""|""|"" rrrrrprrT IR R A AR AR
miz--> 0 50 100 150 200 250 300 350 400 450 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.12 4_.67 ng 110202 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
22,2,3,3,5,8,11-Heptamethyl-4,7,1.__. 348 C18H4004Si 1000367-07-2 43
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 Hydrazine, 1,1-bis(l1-methylethyl)- 116 C6H16N2 000921-14-2 25
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 23

Abundance Scan 388 (5.117 min): BG024075.D (-384) (-) m/z 43.05 100.00%
43
5000
T W0 5ho 550 540 |
O A8, ,l el 208 3esu 438462 Th/z 59.05  56.24%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR NARRE AN LS AR
480 500 5.20 5.40
m/z 101.05 20.96%
101
0 '”wl”'“'J""l”"|""|""w"'|""|"'w"
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
59
480 500 520 540
5000 m/z 58.05 15.18%
101
159
0 31 133 191 231 275
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8206: Acetic acid, 1,1-dimethylethy! ester
43 4.80 500 5.20 5.40
m/z 40.05 11.20%
5000
101
Bl
m/z-> 0 50 100 150 200 250 300 350 400 450 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 3 unknown7.58 Concentration Rank 4

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

7.58 11.27 ng 266028 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
2 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 807 (7.578 min): BG024075.D (-802) (-) m/z 132.05 100.00%
132
68
5000
ol 750 7w 7k 780 500
o o dh L 288 197219 260 302 4101 Th/7 68.05  61.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000
7.20 7.40 7.60 7.80 8.00
o m/z 66.05 44 _66%
104
?-5|“|3”|9|H|‘H|‘|l”|“||| T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 134.05 33.90%
44 103
e L L L L UL B WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 7.20 7.40 7.60 7.80 8.00
m/z 69.05 31.47%
97
5000
31 10
OII‘I\IIIM\\. ‘|....|....|........|....|....|..
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 5 Caryophyllene Concentration Rank 6

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

14.03 6.81 ng 302050 Acenaphthene-d10 14.72

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Bicyclo[7.2.0]Jundec-4-ene, 4,11,... 204 C15H24 000118-65-0 96
3 Bicyclo[7.2.0]Jundec-4-ene, 4,11,... 204 C15H24 013877-93-5 90
4 Isocaryophillene 204 C15H24 1000140-07-2 70
5 1S,2S5,5R-1,4,4-Trimethyltricyclo... 204 C15H24 1000140-07-5 41

Abundance Scan 1905 (14.029 min): BG024075.D (-1898) (-)

1

m/z-->

41 9
69
133
5000
161
L,
o’ " B e AT

T
100 150 200 250 300 350

400

Abundance #64272: Caryophyllene

93 133
41 69

15
m/z--> 50

5000
161
LT
ol A O
100

150 200 250 300 350 400
Abundance
41 69 o3
133
5000
161
189
o4 M B LAY L
m/z--> 50 100 150 200 250 300 350 400
Abundance #64416: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
41 69 93
133
5000 161
‘ “ 189
NN
m/z--> 50 100 150 200 250 300 350 400

m/z

91.05 100.00%

13.80 14.00 14.20 14.40

m/z

79.05 87.07%

13.80 14.00 14.20 14.40

m/z

93.00 85.35%

13.80 14.00 14.20 14.40

m/z

41.05 84 .69%

13.80 14.00 14.20 14.40

m/z

69.05 75.67%

13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 6 Isopropyl methyl phthalate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.18 2.49 ng 110478 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl methyl phthalate 222 C12H1404 071369-19-2 53
2 Dimethyl phthalate 194 C10H1004 000131-11-3 53
3 Benzoic acid, 2-(1-oxopropyl)-, ... 192 C11H1203 032025-37-9 53
4 p-Amidinobenzamide 163 C8HON30 054050-86-1 47
5 N-(4-Formyl-phenyl)-N-methyl-for... 163 C9HINO2 079213-80-2 43

Abundance Scan 1931 (14.181 min): BG024075.D (-1925) (-) m/z 163.00 100.00%
143
5000
77
a1 119 P . U,
13.80 14.00 14.20 14.40
ol M 485 518wz 77.05  32.18%

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

Abundance #78794: 1sopropyl methyl phthalate
163
5000
13.80 14.00 14.20 14.40
0 m/z 119.05 22 .81%
a3 TIPS || o
O+ e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
163
13.80 14.00 14.20 14.40
5000 m/z 93.15 19.92%
77
15 50 | 104135 | 194
O T T T T T T T

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

Abundance #54258: Benzoic acid, 2-(1-oxopropyl)-, methyl ester

163 13.80 14.00 14.20 14.40

m/z 41.05 16.03%
5000
77
50 104 133
O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 7 trans-.alpha.-Bergamotene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.34 11.61 ng 515301 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 64
2 1,3-Cyclohexadiene, 5-(1,5-dimet... 204 C15H24 000495-60-3 50
3 Bicyclo[3.1.1]heptane, 6-methyl-._.. 204 C15H24 055123-21-2 50
4 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 41
5 3-(2-PyridyD)propyl trifluoroace... 233 C10H10F3NO2 1000373-16-8 35
Abundance Scan 1958 (14.340 min): BG024075.D (-1952) (-) m/z 93.05 100.00%
93
119
5000{ 41
6
148 189 14.00 14.20 14.40 14.60
ot b 362 S-S m/z 119.05 61.73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64374: trans-.alpha.-Bergamotene
4 93
5000
14.00 14.20 14.40 14.60
m/z 91.05 48.57%
6 0
| l‘ | \P\ 161189
0 ...‘i‘“‘.“”“ ‘l““.“.“.“‘.‘ |‘|||||||| RN e e A EERE
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
93
41 14.00 14.20 14.40 14.60
5000 m/z 41.05 43.98%
67 120 o 204
Oty r e T e T e T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64518: Bicyclo[3.1.1]heptane, 6-methyl-2-methylene-6-(4-m...
119 14.00 14.20 14.40 14.60
m/z 107 .05 42 .28%
41
5000
69
0 J“fk“MﬂwL"}?+'w""l“"|"“|""w"'|'“'|"“|
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.20 14.40 14.60

8270-BG083116.-M Fri Sep 23 05:05:05 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 8 _.beta.-curcumene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.79 ng 123761 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-curcumene 204 C15H24 1000374-17-4 60
2 1,3-Cyclohexadiene, 5-(1,5-dimet... 204 C15H24 000495-60-3 38
3 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 27
4 2H-1,2,4-Triazol-3-amine, N-(4-m... 204 C10H12N40 103038-24-0 25
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 25
Abundance Scan 1984 (14.493 min): BG024075.D (-1979) (-) m/z 119.05 100.00%
119
4. A
5000
14.20 14.40 14.60 14.80
o 233201 S15 32 m/z 121.10  73.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64308: .beta.-curcumene
119
41
5000 93
14.20 14.40 14.60 14.80
m/z 91.05 71.25%
Al
0 ..‘l“l‘”‘.”‘l“.““.“‘l““‘.“‘.‘H.“lu‘...|\....|....|....|....|....|....|...
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
93
119
14.20 14.40 14.60 14.80
5000 41 m/z 93.00 69 .59Y%
67 161 204
O T T T T T
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4%0 560
Abundance #64374: trans-.alpha.-Bergamotene
41 93 9 14.20 14.40 14.60 14.80
un m/z 41.00 67.15%
5000
6
m/z--> 5'0 1(')0 1%0 2(')0 251,0 3(')0 3&1,0 4(')0 4&1;0 5(')0 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 9 unknownl5.39 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.39 4.29 ng 190127 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cyclohexene-1-ethanol, _alpha.... 220 C15H240 055780-93-3 43
2 .beta.-curcumene 204 C15H24 1000374-17-4 35
3 Phosphonic acid, [2-phenyl-5-[(3... 359 C17H18N304P 1000349-98-1 35
4 trans-.beta.-Ocimene 136 C10H16 003779-61-1 27
5 6-(p-Tolyl)-2-methyl-2-heptenol,... 218 C15H220 039599-18-3 27
Abundance Scan 2137 (15.391 min): BG024075.D (-2130) (-) m/z 93.05 100.00%
9
119
5000 4%
7
145
215 15.00 15.20 15.40 15.60 15.80
o . --.Il.l-, W S %8820 868391 444 /7 91.05 75.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77640: 3-Cyclohexene-1-ethanol, .alpha.-ethenyl-.alpha.,3...
119
5000 91
15.00 15.20 15.40 15.60 15.80
m/z 79.05 70.40%
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
119
a1 15.00 15.20 15.40 15.60 15.80
5000 93 m/z 119.05 69.09%
69
161 204
e s L B S L L SN BRI
m/z--> 50 100 150 200 250 300 350 400
Abundance #189813: Phosphonic acid, [2-phenyl-5-[(3-pyridinylmethyl)...
105 15.00 15.20 15.40 15.60 15.80
m/z 77.05 63.83%
5000 77
39
0 [ 1l 136 165 194 224 254 281302 328 359
m/z--> 50 100 150 200 250 300 350 400 ' 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\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 10 Z-3-Hexadecen-7-yne Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.84 4.98 ng 246312 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-3-Hexadecen-7-yne 220 C16H28 1000130-91-3 58
2 4-Hexadecen-6-yne, (2)- 220 C16H28 074744-54-0 43
3 Santalol, cis,.alpha.- 220 C15H240 019903-72-1 35
4 1,5-Cyclooctadiene, 3-(1-methyl-... 162 C12H18 016538-88-8 30
5 Caryophyllene oxide 220 C15H240 001139-30-6 25
Abundance Scan 2384 (16.842 min): BG024075.D (-2378) (-) m/z 85.05 100.00%
41
5000
160 oo
219 281 320348374401 465 504 16.60 16.80 17.00 17.20
0 m/z 41.05 70.15%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #77674: Z-3-Hexadecen-7-yne
41 93
67
5000 122 LRI I SULRLE B
149 16.60 16.80 17.00 17.20
\ m/z 91.05 66.34%
o \\Hu,\,l,,m\l?gq, —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
79
4 ' 16.60 16,80 17.00 17.20
0
5000 107 m/z 79.00 61.02%
149
177 220
e L L S UL UL L IS B WL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #77542: Santalol, cis,.alpha.-
93 16.60 16.80 17.00 17.20
M m/z 93.05 54.62%
5000
121
0 "|""|m' #”}?%"f??" LU UL DAL DL S W
m/z--> 50 100 150 200 250 300 350 400 450 500 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
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 11 unknownl8.22 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.22 26.43 ng 1307610 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanethioic acid, 3-oxo-, S-(1-... 160 C7H1202S 015780-62-8 35
2 Cyclohexanol, 1,3-dimethyl-, cis- 128 C8H160 015466-94-1 35
3 Butanethioic acid, 3-o0xo-, S-pro... 160 C7H1202S 015780-61-7 35
4 10-Methylundecan-4-olide 198 C12H2202 1000370-40-5 30
5 2H-Pyran-2-methanol, tetrahydro- 116 C6H1202 000100-72-1 22
Abundance Scan 2619 (18.223 min): BG024075.D (-2613) (-) m/z 43.05 100.00%
43
5000
18.00 18.20 18.40 18.60
o 269295 326 366 411 443 474 514 n/z 85.05 90 _67%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #31068: Butanethioic acid, 3-oxo-, S-(1-methylethyl) ester
43 85
5000 LR UL I IR
160 18.00 18.20 18.40 18.60
m/z 41.05 36.05%
| 132
0 ”@IWL"PMJ'I'”'I""""I”"I"”I"'W""I”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
85
43 18.00 18.20 18.40 18.60
5000 m/z 91.00 35.69%
113
e S L L UL L L WL L UL WL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #31065: Butanethioic acid, 3-oxo-, S-propy! ester R o ER R e
43 85 18.00 18.20 18.40 18.60
m/z 79.05 31.79%
5000
160
118
O .‘.‘.. .‘... T T Tt NS ) IOV
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092216\
Data File : BG024075.D

Acq On : 22 Sep 2016 19:05

Operator : UM/SJ

Sample - H4821-13 5X

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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]
Propane, 2,2-dime... 2.92 51.5 ng 1215320 1 8.05 472146 20.0
2-Pentanone, 4-hy... 5.12 4.7 ng 110202 1 8.05 472146 20.0
unknown7 .58 7.58 11.3 ng 266028 1 8.05 472146 20.0
Caryophyllene 14.03 6.8 ng 302050 3 14.72 887334 20.0
Isopropyl methyl ... 14.18 2.5 ng 110478 3 14.72 887334 20.0
trans-_alpha.-Ber... 14.34 11.6 ng 515301 3 14.72 887334 20.0
-beta.-curcumene 14 .49 2.8 ng 123761 3 14.72 887334 20.0
unknown15.39 15.39 4.3 ng 190127 3 14.72 887334 20.0
Z-3-Hexadecen-7-yne 16.84 5.0 ng 246312 4 17.49 989519 20.0
unknown18.22 18.22 26.4 ng 1307610 4 17.49 989519 20.0
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