LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 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 1.701 8 10 46 rVB 811307 1703361 8.61% 3.583%
2 5.141 309 311 339 rBVY 1180439 1407256 7.11% 2.960%
3 6.227 403 406 413 rBV 1186525 1380206 6.97% 2.903%
4 6.330 413 415 433 rVB 1483966 1530854 7.74% 3.220%
5 6.559 433 435 445 rVB 406490 430598 2.18% 0.906%
6 6.719 447 449 451 rBV 868283 1158654 5.85% 2.437%
7 7.130 484 485 488 rBV 546651 828952 4_.19% 1.743%
8 7.850 545 548 550 rBV 452111 568910 2.87% 1.197%
9 8.925 639 642 644 rBY 1763513 1635811 8.27% 3.440%
10 9.587 698 700 703 rVvVv 658171 615931 3.11% 1.295%

11 10.376 767 769 772 rBV 744730 807165 4._.08% 1.698%
12 10.616 787 790 792 rBV 321656 354401 1.79% 0.745%
13 11.062 827 829 834 rBV 450616 550288 2.78% 1.157%
14 11.405 855 859 861 rBvV 485886 751856 3.80% 1.581%
15 11.496 863 867 869 rBvV 3758725 5805197 29.33% 12.209%

16 12.228 922 931 934 rBV3 4131588 19790577 100.00% 41.623%
17 12.285 934 936 938 rVvVv 2874202 3159238 15.96% 6.644%
18 12.502 952 955 957 rBV3 244034 313358 1.58% 0.659%
19 12.662 966 969 971 rvv 780808 1153092 5.83% 2.425%
20 12.742 974 976 981 rVvV5 94391 289886 1.46% 0.610%

21 12.856 981 986 988 rvv4 197593 540619 2.73% 1.137%
22 12.902 988 990 995 rvv3 321910 739340 3.74% 1.555%
23 12.982 995 997 999 rvv2 239120 385572 1.95% 0.811%
24 13.062 1002 1004 1006 rVvVv2 148128 306903 1.55% 0.645%
25 13.416 1032 1035 1039 rVB2 141970 242568 1.23% 0.510%

26 13.691 1057 1059 1066 rvVv 348561 491133 2.48% 1.033%
27 15.051 1176 1178 1183 rVB 253967 373092 1.89% 0.785%
28 15.588 1223 1225 1231 rVB3 96744 231860 1.17% 0.488%

Sum of corrected areas: 47546678
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On - 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
4000000

TIC: BF088406.D
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Abundance TIC: BF088406.D
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3000000
2000000

1000000
13.69 15.05

15.59

o T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00 18.50 19.00

8270-BF060716.M Mon Jun 27 18:43:47 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Methyl tetradecanoate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.62 12.88 ng 354401 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 72
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 64
4 Undecanoic acid. methvl ester 200 C12H2402 001731-86-8 64
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 50

Abundance Scan 790 (10.616 min): BF088406.D (-787) (-) m/z 74.00 100.00%
7}
87
5000
43 55 143 199
101115129 | 157,44 185 | 211 10.40 10.60 10.80 11.00
o...,....,||...|.-“,..|'.~. o 280 | BT 18 | A0 2 T 00 77.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95859: Methyl tetradecanoate
74
87
5000 LI UL LN LI U
43 55 10,40 10.60 10.80 11.00
143 199 m/z 143.05 21.94%
oL15 % | “M Lyl iprus™® | 157171185 1201 242
m/z--> 20 40 60 80 100 120 140 1éo 1éo 200 250 210
Abundance
74
87 10,40 10.60 10.80 11.00
5000 m/z 55.10 21.92%
43 55 s
oL 15 29 101455129 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72681: Dodecanoic acid, methyl ester T
74 10.40 10.60 10.80 11.00
m/z 43.10 21.82%
87
5000
m.55
oL P ] 0ms12e kg g 21
m/z--> 25 40 60 éo 160 150 110 160 1éo 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 9-Hexadecenoic acid, methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.40 27.33 ng 751856 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 94
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
4 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 70
5 Palmitoleic acid 254 C16H3002 000373-49-9 62

Abundance Scan 859 (11.405 min): BF088406.D (-855) (-) m/z 55.10 100.00%

74
5000

11,00 11.20 11.40 11.60 11.80
o’ m/z 69.10 73.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

5
74

11.00 11.20 11.40 11.60 11.80
m/z 74.00 69.18%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
74 R RS ESE TR S
97 11. OO 11. 20 11. 40 11.60 11.80
5000 m/z 41.10 56.42%
123 152 194 236
29
0 179 218 251 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester R Rammam St e R
5 11. OO 11. 20 11. 40 11. 60 11. 80
74 m/z 83.10 55.35%
3 AJL
0 L e e N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. OO 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Hexadecanoic acid, methyl e... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.50 210.99 ng 5805200 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 867 (11.496 min): BF088406.D (-863) (-) m/z 74.10 100.00%
74
5000
43
T 120" 227 1120 11.40 11,60 11.80
101 171185199 241 270 : : : :
bt B 3205 0 | 157271185099213 | 20065270 | et e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L UL I LR B
43 11.20 11.40 11.60 11.80
7 143 m/z 43.10 33.17%
. ‘ T ||| 101115129 | 157171185199713227 541 270
s B o 6D w0 1B T i T 3 75 2 T
Abundance
74
87 1120 11.40 11.60 11.80
5000 43 m/z 55.10 27 .24%
29 | 57 143
ok, 101115129 157171135199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester T T
74 11.20 11.40 11.60 11.80
a7 m/z 41.10 25.66%
5000 43
7 143
mz-> 20 Jo eb 80 100 120 140 160 180 200 220 240 260 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Methyl 6-cis,9-cis,l1-trans... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.74 11.80 ng 289886 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 86
2 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 76
3 6-Butvl-1.4-cvcloheptadiene 150 C11H18 022735-58-6 64
4 6.9.12-Octadecatrienoic acid. me... 292 C19H3202 002676-41-7 62
5 9,12,15-0Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 53
Abundance Scan 976 (12.742 min): BF088406.D (-974) (-) m/z 79.05 100.00%

5000
215

-

292 B e Sl
12.40 12.60 12.80 13.00
m/z 93.10 98.81%

121135 150 174 199

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138078: Methyl 6-cis,9-cis, 11-trans-octadecatrienoate

-

5000 LA L L L L L L L LB B
I~ 12.40 12.60 12.80 13.00
7 0
121135 14,175 m/z 91.05 90.31%
0 18904 222236
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79 93 292
R R RAEEEEa s
12.40 12.60 12.80 13.00
5000 m/z 80.10 68.47%
55 107121
135150
164 189203 pp1pg5 20t
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23940: 6-Butyl-1,4-cycloheptadiene e A REmmmna st —

12.40 12.60 12.80 13.00
m/z 67.10 63.73%

5000

i

T T I I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.86 22.02 ng 540619 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..1ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 99
2 Methvl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 83
3 6-Butvl-1.4-cvcloheptadiene 150 C11H18 022735-58-6 70
4 Bicvclol2.2.1Theptane. 7.7-dimet... 136 C10H16 000471-84-1 68
5 3-Tridecen-1-yne, (2)- 178 C13H22 037981-62-7 64
Abundance Scan 986 (12.856 min): BF088406.D (-981) (-) m/z 79.10 100.00%

5000
292

:

12.60 12.80 13.00 13.20

99 216 9239 261

o L m/z 93.10 99.16%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
99 292
5000 LA L L L L L L L L
55 107121 o 12.60 12.80 13.00 13.20
150 m/z 91.10 86.37%
164 189203 91035 201
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79
R ERRAREE RS L
93 12.60 12.80 13.00 13.20
5000 55 m/z 80.10 65.82%
107 292
121135 161175
o 189204 222236
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23940: 6-Butyl-1,4-cycloheptadiene R R B e

12.60 12.80 13.00 13.20
m/z 67.00 61.24%

5000

T T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 trans-13-Octadecenoic acid,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.90 30.11 ng 739340 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 91
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
3 Cvclopentadecanone. 2-hvdroxy- 240 C15H2802 004727-18-8 89
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 83
Abundance Scan 990 (12.902 min): BF088406.D (-988) (-) m/z 55.10 100.00%

5000

12.60 12.80 13.00 13.20
m/z 69.10 66.79%

123

186153 175 194 21° 35250 292

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester

5000

97 12,60 12.80 13.00 13.20
m/z 41.10 52.74%

. 123138153 180 507222 45 254 06
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R
74 12.60 12.80 13.00 13.20
5000 m/z 83.10 51.02%
o7
29 264

125 222
o 152 180 507 46 | 279296

Wmm‘mﬁwmwmmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94142: Cyclopentadecanone, 2-hydroxy- R R mEE e
12.60 12.80 13.00 13.20

m/z 74.00 50.76%

5000

24
152 180197 222240

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\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Eicosanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.98 15.70 ng 385572 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Methvl stearate 298 C19H3802 000112-61-8 90
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87

Abundance Scan 997 (12.982 min): BF088406.D (-995) (-) m/z 74.00 100.00%
74
5000 43
143 12.60 12.80 13.00 13.20 13.40
185 283 22 2250 1200 19,20 23,
0 168 o por 22T 255 326 'm/z 87.00 77.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
74
43
5000
12.60 12.80 13.00 13.20 13.40
143 26 m/z 43.10 36.68%
ohrt L) it | 199 227 g5 283
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
12/60 12,80 13.00 13.20 13.40
5000 m/z 55.10 28.25%
43
143 284
241
oL 26 97 115 167185 213 257
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143126: Methy! stearate R EREEE R
74 12.60 12.80 13.00 13.20 13.40
m/z 75.00 22.72%
5000
43
143 208
199 255
dis s [ gy B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 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 11 unknownl13.06 Concentration Rank 10

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

13.06 12.50 ng 306903 Chrysene-di12 13.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-fluoro-2-methvl-4-nitro- 155 C7H6FNO2 000455-88-9 43
2 1.2-Cvclohexanedicarboxvlic acid... 318 C19H2604 1000339-82-9 38
3 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 38
4 4-Fluoro-3-nitrotoluene 155 C7H6FNO2 000446-11-7 38
5 Pyridine, 4-phenyl- 155 C11HOSN 000939-23-1 25

Abundance Scan 1004 (13.062 min): BF088406.D (-1002) (-) m/z 155.10 100.00%
155
55
83
5000 109
125
187 16 L m s o
3 4 170 231246 267 292 12. 80 13. 00 13. 20 13. 40
0 m/z 55.10 61.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28000: Benzene, 1-fluoro-2-methyl-4-nitro-
8. 109 155
5000 LA L L L L L L
125 12.80 13.00 13.20 13.40
57 m/z 67.10 55.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
155
e
12.80 13.00 13.20 13.40
5000 m/z 83.10 52.07%
57 81 1% 211 45
41 127
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27999: Benzene, 2-fluoro-1-methyl-4-nitro- R B
83 109 155 12.80 13.00 13.20 13.40
m/z 81.10 47 .41%
5000
125
57
P bl ]
LI Y N 0 O
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\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Methyl 2-octylcyclopropene-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.42 9.88 ng 242568 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 64
2 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 35
3 Butvric acid. 2-(3-0xo0-3H-benzol... 237 C11H11NO3S 1000316-00-8 25
4 2% .47 -Dihvdroxv-3"-methvlacetoph... 166 C9H1003 010139-84-1 25
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 18
Abundance Scan 1035 (13.416 min): BF088406.D (-1032) (-) m/z 151.10 100.00%
81 1%1
5000 55 \_/L,rfﬁ\_,_,j\E___,v_ﬂﬁv\_*
9 135 177
3 1 2050002 o277 %8 13.20 13.40 13.60 13.80
0 m/z 81.10 88.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81
43
5000 LRI IS B BN B
13 20 13 40 13. 60 13. 80
2 m/z 95.10 74 .56%
177 195

0

308
223 9251 277
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

95 151

13.20 13 40 13. 60 13. 80
5000 - m/z 67.10 41.57%

29 110
o 79 135 | 166

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

Abundance #91217: Butyric acid, 2-(3-oxo-3H-benzo[d]isothiazol-2-yl)- R A BEAE S B
151 13.20 13.40 13.60 13.80
m/z 55.10 39.21%
5000
237
o B 6 % 128 | 45 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062516\
Data File : BF088406.D

Aca On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample : H3602-11

Misc :

ALS Vial : 54 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 28-Nor-17.beta.(H)-hopane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.59 12.43 ng 231860 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 64
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
3 (7a-1sopropenvl-4 . 5-dimethvlocta... 222 C15H260 1000187-02-9 38
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 35
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl. .. 342 C15H18N8S 1000276-08-2 27
Abundance Scan 1225 (15.588 min): BF088406.D (-1223) (-) m/z 191.15 100.00%
191
5000 ?
69 123
a 163 RS B e
323 350 383 15.20 15.40 15.60 15.80 16.00
o 4 225 289 287 m/z 95.10 54.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 AU AR A SR S
109 15.20 15.40 15.60 15.80 16.00
135 398 m/z 81.10 49.71%
L) A
o) SIS |‘L“ ‘.”.“. ‘k L :‘,“‘.‘. P S |?2|8| - .\. LI .
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15.20 15.40 15.60 15.80 16.00
50001 28 m/z 177.15 44 _.01%
135 163
69 9
L L L L WL L L W
m/z--> 50 100 150 200 250 300 350 400
Abundance #79457: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-ylyme... I e o e e LB
191 15.20 15.40 15.60 15.80 16.00
95 m/z 123.10 39.96%
135
s000f 41
69
0 : Nmekﬂl"" U U DU U AU AR AL SR S
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062516\
Data File : BF088406.D

Acq On : 26 Jun 2016 7:29

Operator : UM/SJ

Sample - H3602-11

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : 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]
Methyl tetradecan... 10.62 12.9 ng 354401 4 11.06 550288 20.0
9-Hexadecenoic ac... 11.40 27.3 ng 751856 4 11.06 550288 20.0
Hexadecanoic acid... 11.50 211.0 ng 5805200 4 11.06 550288 20.0
Methyl 6-cis,9-ci... 12.74 11.8 ng 289886 5 13.69 491133 20.0
Methyl 9.cis.,11.... 12.86 22.0 ng 540619 5 13.69 491133 20.0
trans-13-Octadece... 12.90 30.1 ng 739340 5 13.69 491133 20.0
Eicosanoic acid, ... 12.98 15.7 ng 385572 5 13.69 491133 20.0
unknown13.06 13.06 12.5 ng 306903 5 13.69 491133 20.0
Methyl 2-octylcyc... 13.42 9.9 ng 242568 5 13.69 491133 20.0
28-Nor-17 .beta.(H... 15.59 12.4 ng 231860 6 15.05 373092 20.0
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