LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10 Instrument :
Operator : UM/SJ BNA_F

Sample  : H5110-04 gl
Misc i IMPACT-57-STONE
ALS Vial : 12 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-BF100516.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 4 _.565 192 195 197 rBvY 256260 368569 7.76% 0.891%
2 5.183 246 249 252 rBV 934230 1307387 27.53% 3.161%
3 5.594 283 285 288 rBVY 3200012 3583885 75.46% 8.665%
4 6.611 371 374 377 rBVY 3504049 3525088 74.22% 8.523%
5 6.760 384 387 389 rBVY 4508444 3965735 83.50% 9.588%
6 6.989 405 407 410 rBV 960132 1232252 25.95% 2.979%
7 7.149 419 421 424 rVB 3151002 2892521 60.90% 6.994%
8 7.549 454 456 459 rBVY 1850764 2526295 53.19% 6.108%
9 8.280 518 520 523 rBY 2103336 1738078 36.60% 4.202%
10 9.366 612 615 617 rBY 4392319 4749300 100.00% 11.483%

11 9.755 647 649 651 rBvY 874660 727214 15.31% 1.758%
12 10.040 672 674 677 rVB 1941071 1790509 37.70% 4_.329%
13 10.475 711 712 714 rVB 106775 75071 1.58% 0.182%
14 10.692 728 731 735 rBV 38129 66353 1.40% 0.160%
15 10.829 741 743 746 rBV 2057264 1803841 37.98% 4_.361%

16 10.955 752 754 758 rBV 80803 156490 3.30% 0.378%
17 11.400 791 793 794 rBV 86706 75417 1.59% 0.182%
18 11.538 802 805 807 rBV 1485207 1714362 36.10% 4.145%
19 11.755 822 824 828 rBV 355888 338897 7.14% 0.819%

20 12.052 848 850 852 rBvV 65581 71782 1.51% 0.174%
21 12.235 864 866 870 rvB 41753 47687 1.00% 0.115%
22 12.578 894 896 899 rBvV 92846 88621 1.87% 0.214%

23 12.943 922 928 929 rvVv 123006 362057 7.62% 0.875%
24 13.035 931 936 942 rVvv4 241537 1355345 28.54% 3.277%
25 13.126 942 944 946 rVB 3802219 3726025 78.45% 9.009%

26 14.018 1020 1022 1027 rBV 248891 290442 6.12% 0.702%
27 14.178 1034 1036 1038 rVB 1231001 1054848 22.21% 2 .550%

28 14.258 1039 1043 1049 rVB7 29671 91239 1.92% 0.221%
29 14.532 1063 1067 1068 rBV2 30499 80084 1.69% 0.194%
30 14.658 1076 1078 1085 rVB3 30151 60399 1.27% 0.146%

31 15.675 1164 1167 1170 rBV 759688 1101681 23.20% 2.664%
32 15.927 1185 1189 1196 rVB7 47976 157314 3.31% 0.380%
33 16.224 1209 1215 1222 rBV9 50297 234506 4.94% 0.567%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

a?ggle i H5110-04 IMPACT-57-STONE
ALS Vial : 12 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 41359294
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

ﬁ?ggle i H5110-04 IMPACT-57-STONE
ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090433.D

4000000
6.61
5.59 7.15

3000000

2000000 7.55

1000000 5.18 6.99

4.57

L R R, B i M B B i T i B L

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF090433.D

4000000 13.13

3000000

8.28 10.83

2000000 10.04
11.54
J 11.75 B0
1%:1710.6 10.95 11.4 L 12.032.23 .1258 %

1000000 9.75

€

R i I
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF090433.D

4000000

3000000

2000000

14.18

1000000

15.93 16.22

0 e R A e e e e e e =S

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

a?ggle i H5110-04 IMPACT-57-STONE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 2-Pentene, 3,4-dimethyl-, (E)- Concentration Rank 6

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

4_.57 5.98 ng 368569 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (B)- 98 C7H14 004914-92-5 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 86

Abundance Scan 195 (4.565 min): BF090433.D (-192) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.1 98.1
ol e 250 4% 450 4bo Sho
O I e i L e L L Kl S m/z 55.10 87.67%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
41.0
5000 27.0 98.0 420 440 460 480 5.00
0
150 ‘ 69.0 m/z 43.10 33.79%
0 ‘ m‘ il mH \‘\ L A
LI FUELEL SN FULELEL LI JURL L SR UL SURLI IURLEL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
83.0
5.0 250 4k 4o 4bo 500
5000 43.0 m/z 98.10 32.88%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)- R R B
55.0 83.0 420 4.40 4.60 4.80 5.00
m/z 39.10 22 .45%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
0---.~“-|~=N|~--ih--V“l-|~-“i~--rﬂ--|~-~|~-- S R L I
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

a?ggle i H5110-04 IMPACT-57-STONE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 21.22 ng 1307390 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 249 (5.183 min): BF090433.D (-246) (-) m/z 43.10 100.00%
43.1
59.1
5000
| o1 sa1 1°|1-1 480 500 520 540 560
ot e R e e e m/z 59.10 57.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 750 Shy 50 540 5k
0
150 a0 1010 m/z 58.10 16.37%
0"'I'L'I"”IM"W“"W""P"'I”"??R'I"”Ih"W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540 560
5000 m/z 101.10 16.06%
41.0
29.0 101.0
0 50.0 73.0  86.0
UL UL SO SR SR UL SURBLEL ILLLELN SR S WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.54%
5000
410 101.0
0 15.0 ‘%D 1150.0 | 690 830
miz--> 10 20 30 4'0 & @ 7o 8 % 100 1o 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

a?ggle i H5110-04 IMPACT-57-STONE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 3 unknown6.76 Concentration Rank 1

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

6.76 64 .37 ng 3965740 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 387 (6.760 min): BF090433.D (-384) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 %1 oo 5k0 6m Tho "
- 54.1 . . . .
o.,....,....-I'!...,:.'..,.:.'.|,..7.5?,1....,..1.,?1??.?....,....,'...,.. m/z 68.10  49.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LSRR SR LR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.42%
. | | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.10 30.00%
39.0 910
270 . 510 650 770 105.0
O R Rk o T o o S o T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine T {\. e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.54%
5000
33.0 44.0 0.0 105.0
. 90 00 | | uso
m/z--> 20 30 40 5'0 60 70 8|0 9 100 110 12'0 130 140 6.40 6.60 6.80 7.00

8270-BF100516.-M Fri Oct 07 14:59:41 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

a?ggle i H5110-04 IMPACT-57-STONE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 1-Hexadecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.75 3.95 ng 338897 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 Cvclotetradecane 196 C14H28 000295-17-0 91
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
Abundance Scan 824 (11.755 min): BF090433.D (-822) (-) m/z 55.10 100.00%
5000 __,AA,_-,_4AJL_~,_A~_AJ
LA SRS SUNLE B
11.40 11.60 11.80 12.00
o 140.1 168.2 196.1 n/2 43.10 90 71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95985: 1-Hexadecanol
43.0
69.0
97.0
5000 U AR DU R AR
11.40 11.60 11. 80 12.00
1250 m/z 69.10 88.37%
m/z--> 25 45 éo éo 160 150 110 160 180 260 250
Abundance
55.0
830 LN SRS SUNLRE
11.40 11.60 11.80 12.00
5000 m/z 57.10 82.10%
29.0 111.0
o 139.0 168.0 196.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72852: 1-Tetradecanol B a B e
43.0 11.40 11.60 11.80 12.00
69.0 m/z 83.10 80.01%
5000 97.0 dwh)y\_wNMVRAﬂk«___ﬂgfh-ihﬁ
168.0
0 ...,2?'...,....,....,....,.... “ 1420 B N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 1160 1180 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

a?ggle i H5110-04 IMPACT-57-STONE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 unknownl2.94 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.94 6.86 ng 362057 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2Z2.4E)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 49
2 6-1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 45
3 Sesauirosefuran 218 C15H220 039007-93-7 42
4 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 42
5 1-Formyl-2,2,6-trimethyl-3-cis-(... 220 C15H240 1000144-10-1 38
Abundance Scan 928 (12.943 min): BF090433.D (-922) (-) m/z 69.10 100.00%

95.1

41.1
5000

-

163.1

12.60 12.80 13.00 13.20
m/z 55.10 77.61%

191.1 2181

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
41.0 69.0

109.0

S

5000 LA LI L L L L L LB
12.60 12.80 13.00 13.20
m/z 95.10 77.57%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95.0
B AAREEAREE TS
123.0 12.60 12.80 13.00 13.20
5000 41.0 67.0 218.0 m/z 81.10 67.57%
147.0 175.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75886: Sesquirosefuran B A ma e
69.0 123.0 12.60 12.80 13.00 13.20
m/z 109.10 64 .96%
95.0
5000, 410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

Sample : H5110-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 7 unknownl13.03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.03 25.70 ng 1355350  Chrysene-d12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

218 C15H220
206 C14H220
206 C14H220
192 C13H200
202 C5HOCI3Si

1 Sesauirosefuran

2 2.3.3-Trimethvl-2-(3-methvl-buta...
3 Cvclohexanone. 2.3.3-trimethvl-2...
4 Bicvclol3.1.11Theptan-3-one. 2-(b...
5 Trichloro(2-pentenyl)silane

039007-93-7 42
1000193-60-6 41
069296-90-8 41
1000163-96-1 41
1000109-99-7 25

Abundance Scan 936 (13.035 min): BF090433.D (-931) (-) m/z 69.10 100.00%
5000
41.1
163.1 191.1 e N BEEEsmmmes e
2312 2732 12.80 13.00 13.20 13.40
0 m/z 95.10 73.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75886: Sesquirosefuran
69.0 123.0
95.0
5000 41.0 L
m% 218.0 12.80 13.00 13.20 13.40
1750 ‘ m/z 109.10  73.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95.0 123.0
L I B LA,
410 1910 12.80 13.00 13.20 13.40
5000 69.0 ‘ m/z 81.10 65.87%
163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66171: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but... T
95.0 123.0 12.80 13.00 13.20 13.40
m/z 123.10 58.46%
41.0 191.0
5000 69.0
149.0
o ..w”.w”.w.”w.. ”..”..”..”..”...”..”“.”,”” e R A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

a?ggle i H5110-04 IMPACT-57-STONE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.02 5.51 ng 290442 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 92
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1022 (14.018 min): BF090433.D (-1020) (-) m/z 57.10 100.00%

57.1 83.1

5000

-

13.60 13.80 14.00 14.20 14.40

139.1 168.1 203.1

0 m/z 55.10 94 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000 111.0 LA L L B L B
13. 60 13. 80 14. OO 14. 20 14. 40
29.0 m/z 83.10 88.51%
P N ~ 167.0 196.0 224.0 252.0 280.0 308.0
RRRRARIE LRa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
R o e e S ERma e e
13.60 13.80 14.00 14.20 14.40
5000 111.0 m/z 69.10 87 .69%
29.0

0 139.0167.0196.0  238.0266.0204.0

SN LR L L N N L R R R RN LR R RN RanEe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #177132: 1-Heneicosyl formate L B e
13.60 13.80 14.00 14.20 14.40

m/z 43.10 86.77%

%

5000

%

167.0196.0222.0 266.0294.0355
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1360 1380 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\

Data File : BF090433.D

Aca On : 6 Oct 2016 22:10

Operator : UM/SJ

a?ggle i H5110-04 IMPACT-57-STONE
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 9 unknownl15.93 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.86 ng 157314 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol5.5lundec-2-ene. 3.7.7-tri... 204 C15H24 018431-82-8 25
2 2R-Acetoxvmethvl-1.3.5-trimethvl... 282 C17H3003 1000144-12-6 25
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 25
4 2.10.10-Trimethvltricvclol7.1.1.... 204 C14H200 1000210-81-9 25
5 Boron, 1,5-cyclooctanediyl(2,4-p... 218 C13H23BN2 136704-99-9 25
Abundance Scan 1189 (15.927 min): BF090433.D (-1185) (-) m/z 95.10 100.00%
08.1
55.1 135.1 1891
221.1
5000
2451 2830 3161 R R BN SRR SUNE
15.60 15.80 16.00 16.20
0! m/z 55.10 84.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64427: Spiro[5.5]undec-2-ene, 3,7,7-trimethyl-11-methylen...
93.0 189.0
5000 R R BN SRR SUNE
15.60 15.80 16.00 16.20
m/z 135.10 81.40%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
69.0
95.0 15,60 15.80 16.00 16.20
5000 135.0 m/z 189.10 76.33%
161.0 ;66

0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #64497: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... e RN BT R
189.0 15.60 15.80 16.00 16.20

m/z 93.10 71.01%

133.0

5000

0 T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100616\

Data File : BF090433.D

Acq On : 6 Oct 2016 22:10

Operator : UM/SJ

a?ggle i H5110-04 IMPACT-57-STONE
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentene, 3,4-di... 4_57 6.0 ng 368569 1 7.00 1232250 20.0
2-Pentanone, 4-hy... 5.18 21.2 ng 1307390 1 7.00 1232250 20.0
unknown6 .76 6.76 64.4 ng 3965740 1 7.00 1232250 20.0
1-Hexadecanol 11.75 4.0 ng 338897 4 11.54 1714360 20.0
unknownl12 .94 12.94 6.9 ng 362057 5 14.18 1054850 20.0
unknown13.03 13.03 25.7 ng 1355350 5 14.18 1054850 20.0
Behenic alcohol 14.02 5.5 ng 290442 5 14.18 1054850 20.0
unknownl15.93 15.93 2.9 ng 157314 6 15.68 1101680 20.0
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