LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.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 1.644 3 5 7 rVB 3443496 4277521 100.00% 20.084%
2 1.758 13 15 24 rVB 164866 300835 7.03% 1.413%
3 1.884 24 26 38 rvB 1912562 2985783 69.80% 14.019%
4 2.044 38 40 81 rvB2 80370 517730 12.10% 2.431%
5 4.993 295 298 301 rBV 65278 88434 2.07% 0.415%

5.416 332 335 337 rBV 1217871 1155789 27.02% 5.427%
6.456 423 426 428 rBV 1233798 1241664 29.03% 5.830%
438 440 rBV 1147729 1239411 28.97% 5.819%
6.822 456 458 461 rBB 653807 565586 13.22% 2.656%
6.982 469 472 474 rBB 994901 854210 19.97% 4.011%

(@R {cNec R NNe))
(0}
()
(e}
w
I
w
a1

11 7.382 505 507 509 rBvV 619028 679201 15.88% 3.189%
12 8.113 568 571 573 rBV 846051 800803 18.72% 3.760%
13 9.188 663 665 668 rBY 1119196 1059932 24.78% 4.977%
14 9.588 698 700 702 rBV 438379 337470 7.89% 1.585%
15 9.873 722 725 727 rBV 756208 830711 19.42% 3.900%

16 10.651 791 793 796 rBV2 626220 656645 15.35% 3.083%
17 11.348 852 854 857 rBV 673823 760197 17.77% 3.569%
18 12.559 958 960 963 rVB 65522 57269 1.34% 0.269%
19 12.777 976 979 982 rBv2 115992 153461 3.59% 0.721%
20 12.937 991 993 996 rVB 643729 699735 16.36% 3.285%

21 13.485 1039 1041 1043 rBvV 58965 56096 1.31% 0.263%
22 13.851 1070 1073 1078 rBV3 35095 65235 1.53% 0.306%
23 13.988 1082 1085 1092 rVvVv 655231 666625 15.58% 3.130%
24 15.005 1171 1174 1181 rBV 38972 94599 2.21% 0.444%

25 15.417 1207 1210 1213 rBV 443113 560421 13.10% 2.631%

26 17.394 1379 1383 1394 rVV9 26283 112926 2.64% 0.530%

27 17.589 1397 1400 1407 rVB4 20969 57293 1.34% 0.269%

28 17.817 1416 1420 1426 rBV 42909 158576 3.71% 0.745%

29 17.920 1426 1429 1436 rVB5 26694 81597 1.91% 0.383%

30 18.149 1445 1449 1459 rBv4 30206 127096 2.97% 0.597%

31 19.349 1550 1554 1561 rVB6 15489 55100 1.29% 0.259%
Sum of corrected areas: 21297951
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF060816\

BF087814.D

8 Jun 2016 17:21

UM/SsJ

H3378-14

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
35000004,

64
3000000
2500000
2000000

1500000

1000000
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1.7§

TIC: BF087814.D
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Time-->
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TIC: BF087814.D
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Time-->
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12.50

13.00
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3500000

3000000

2500000

2000000

1500000

1000000

500000

13.8

TIC: BF087814.D

13.99
15.42

15.01 17.327.5917829218.15

19.35

O
Time-->
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19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl.64 Concentration Rank 1

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

1.64 151.26 ng 4277520 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 40
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 5 (1.644 min): BF087814.D (-3) (-) m/z 73.10 100.00%
7B
5000 43 /\
89
- 170 1.80 1.90 2.00 210
S 1 " A S m/z 43.10 48.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4788: Propane, 2,2-dimethoxy- /\
73
5000 43 T />>T""|""|""|'
1.70 1.80 1.90 2.00 2.10
a1 89 m/z 89.10 35.43%
"W”'W”th'hwbﬂ'ﬁn”'ﬂh'ﬂ”'ﬂ”'W”'W”'W“'W”'W”'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30 73
170 1.80 1.90 2.00 210
5000 m/z 41.10 9.03%
58
44
15
wmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32642: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- T
73 1.70 1.80 1.90 2.00 2.10
m/z 45.10 7.91%
5000 55
43
27 35, |, || 65 | 8189 101109 119 129137145
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 170 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.04 18.31 ng 517730 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 50
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 9
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 9
5 1,3-Dioxolane 74 C3H602 000646-06-0 7

Abundance Scan 40 (2.044 min): BF087814.D (-38) (-) m/z 75.10 100.00%
75
5000 45 j\
o | s 180 200 220 240
e el e L TmZZz 73.100 77.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 U A R AL
1.80 2.00 2.20 2.40
“ m/z 45.10 43.27%
...,.%ﬁ.,.?‘?‘.‘,....‘,w..‘.,..%.3‘7.,...‘??‘l...,...8.8,....,1.0?..,.
m/z--> 10 20 60 70 80 90 100 110
Abundance
73
180 200 220 240
5000 m/z 41.05 26.82%
41 57
29
15 50
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7506: 2-Methyl-5-hexen-3-ol e e
73 1.80 2.00 2.20 2.40
55 m/z 47.00 14 .15%
43
5000
"'P}é'ﬁ"'P"'I”"I'”'I'”'I'”'?%'”I"”I"”I' U A R AL
m/z--> 10 20 60 70 80 90 100 110 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.99 3.13 ng 88434 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 298 (4.993 min): BF087814.D (-295) (-) m/z 43.10 100.00%
43
59
5000
101 I I NN
| 83 460 4.80 5.00 5.20 5.40
SR ) NSS4 | oSS MMM m/z 59.10 62.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SRS LN U
460 4.80 5.00 5.20 5.40
m/z 101.10 24 .37%
25 31 37 83 g3 W1
miz--> b % 30 40 S0 0 70 8 0 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.00 16.75%
55
37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— L L L L L L B
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.30%
5000
101
15 97 " 71
"'I""I"'“i ""I'l'é?"l' F?"'I"??I"qql' SRR SRS SRS LU U
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 unknown6.59 Concentration Rank 3

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

6.59 43.83 ng 1239410 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 438 (6.593 min): BF087814.D (-435) (-) m/z 132.00 100.00%
5000
68
96 D0 B0 ERO 6RO N0
40 54 6.20 6.40 6.60 6.80 7.00
TR 2 SN | N m/z 134.00  33.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AR LS RN R
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 68.10 31.73%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
DRI AR RS AR
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 20.40%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L L L o
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 12.81%
5000 og M°
SN I“||89 .,m97.hq. A 188 .1§?. SN | B
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.78 4.60 ng 153461 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 62
2 Nipecotic acid 129 C6H11NO2 000498-95-3 43
3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 30
4 2-Butvl-1-decene 196 C14H28 051655-65-3 27
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 27
Abundance Scan 979 (12.777 min): BF087814.D (-976) (-) m/z 56.10 100.00%
56
5000 a1
202218 239227 |----|----|--A|----|-
h ” 157 185 12.40 12.60 12.80 13.00
el m/z 57.10 54 _.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 AR UV UNAREE
29 73 nmnmnmmm
m/z 43.10 38.27%
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
57
12,40 12.60 12.80 13.00
5000 m/z 41.05 37.93%
30 84 129
101
14
WWWW“TWTWTWTWTWTWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester A B e ma S T
56 12.40 12.60 12.80 13.00
m/z 55.05 33.26%
5000
2 257
1 239
“ h M n 1.?1 ke l57 185 213 U7 | 283 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 360 ' 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl7.39 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.39 4.03 ng 112926 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-5-ene.l-acetoxv-16.17-di... 386 C25H3803 294866-91-4 35
2 Strophanthidol. 3.19-diacetate 490 C27H3808 083349-11-5 14
3 1.4-Bislmethvl(tetramethvlene)si... 286 C14H3002Si2 1000216-99-8 10
4 3-Methvlauinoline-1-oxide 159 C10H9NO 001873-55-8 10
5 2,5-Dichlorobenzyl alcohol, 2-me... 246 C12H16CI120 1000378-12-0 10
Abundance Scan 1383 (17.394 min): BF087814.D (-1379) (-) m/z 43.10 100.00%
43
8 105 131 163 213
5000 231 755 303 329
17.00 17,20 17.40 17.60 17.80
e m/z 81.05 66.53%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205824: Androst-5-ene, 1-acetoxy-16,17-dimethyl-20-oxo-
43
5000 R B B B B
17.00 1720 17.40 17.60 17.80
g1 ¥ m/z 95.10 64.26%
....,‘....ﬁ?. .“‘. M ‘hmm i M\ — I, fl'z:!'lf??l ...‘. ??’9 I?|5|4””28|?” ....?.zhi?.l....l
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
17.00 17.20 17.40 17.60 17.80
5000 m/z 163.10 62.50%
199
67 Ol 111,59145163151 | 217 4259 316 339
WW‘FFPTWTH‘HTTWWWTWFFWWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #132446: 1,4-Bis[methy(tetramethylene)silyloxy]butane
159 17.00 17.20 17.40 17.60 17.80
55 m/z 159.10 61.74%
99
5000 119

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Anthracene, 9-(2-propenyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.82 5.66 ng 158576 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 81
2 5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 72
3 (1S.6R.99)-5.5.9.10-Tetramethvlt. .. 218 C16H26 1000298-97-8 70
4 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 64
5 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 53

Abundance Scan 1420 (17.817 min): BF087814.D (-1416) (-) m/z 218.20 100.00%

218

203

5000

189

257 e 17.60 17.80 18.00 18.20
m/z 203.20 76.17%

119 13514

8 175

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75987: Anthracene, 9-(2-propenyl)-
218

203

17.60 17.80 18.00 18.20
m/z 219.20  20.76%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
218
202 L UL SULLILE LB B
17.60 17.80 18.00 18.20
5000 m/z 95.10 19.79%
108
Wﬁ‘wﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75986: (1S,6R,9S)-5,5,9,10- Tetramethyltricyclo[7.3.0.0(1,... R A BERRE RS
108 218 17.60 17.80 18.00 18.20
m/z 69.10 19.29%
162
5000 i 203
s 9a
69 189

T I I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 _.beta.-Humulene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.92 2.91 ng 81597 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Humulene 204 C15H24 000116-04-1 81
2 6.10-Dimethvl-3-(1-methvlethvlid... 206 C15H26 069239-71-0 64
3 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 47
4 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-91-9 42
5 1,2,4-Methenoazulene, decahydro-... 204 C15H24 001137-12-8 41
Abundance Scan 1429 (17.920 min): BF087814.D (-1426) (-) m/z 95.10 100.00%
68 95 109
123 205
81 34
148 165 193 216
5000 41 55 175

17.60 17.80 18.00 18.20
m/z 109.10 88.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64293: .beta.-Humulene
93 107

81 119
41

5000 67 133 204 R B e o o
148 161 1760 17.80 18.00 1820
29 55
‘ ‘ ‘ “ ‘ ‘ ‘ i
‘ L \‘\ ‘\‘ Ll m“ . | I I |
P I e e e

m/z 68.10 82.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
41 82
55 67 121 17.60 17.80 18.00 18.20
5000 95 107 m/z 107.10  75.57%
135
149 206
163 191
177
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64519: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-... R R ma AR
204 17.60 17.80 18.00 18.20
o1 121 161

m/z 93.10 75.41%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087814.D

Aca On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Guaia-9,11-diene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.15 4_.54 ng 127096 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-9.11-diene 204 C15H24 1000374-19-8 68
2 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 38
3 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 38
4 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 38
5 _.beta.-Humulene 204 C15H24 000116-04-1 35
Abundance Scan 1449 (18.149 min): BF087814.D (-1445) (-) m/z 95.00 100.00%
81 95 9

43 6
5000

17.80 18.00 18.20 18.40
m/z 107.10  94.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64305: Guaia-9,11-diene
3 107

5000

17.80 18.00 18:20 18.40
m/z 81.10 92.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
41 93 107
e R R AR
79 17.80 18.00 18.20 18.40
5000 55 m/z 189.15 90.31%
o7 121135 189
161 204
175

Wﬁrmmwwmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64554: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime... T . U . T

17. 80 18. 00 18. 20 18 40

m/z 135.10 83 .55%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18 40

8270-BF060716.-M Thu Jun 09 18:09:49 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060816\
Data File : BF087814.D

Acq On : 8 Jun 2016 17:21

Operator : UM/SJ

Sample : H3378-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
unknownl .64 1.64 151.3 ng 4277520 1 6.82 565586 20.0
Propane, 1,l1-dime... 2.04 18.3 ng 517730 1 6.82 565586 20.0
2-Pentanone, 4-hy... 4.99 3.1 ng 88434 1 6.82 565586 20.0
unknown6 .59 6.59 43.8 ng 1239410 1 6.82 565586 20.0
Hexadecanoic acid... 12.78 4.6 ng 153461 5 13.99 666625 20.0
unknownl17 .39 17.39 4.0 ng 112926 6 15.42 560421 20.0
Anthracene, 9-(2-... 17.82 5.7 ng 158576 6 15.42 560421 20.0
-beta.-Humulene 17.92 2.9 ng 81597 6 15.42 560421 20.0
Guaia-9,11-diene 18.15 4.5 ng 127096 6 15.42 560421 20.0
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