LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106499.D

Aca On : 15 Jun 2018 18:33

Operator : JU/SJ

Sample : J3504-03

Misc :

ALS Vial : 14 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.201 483 487 496 rBV 204886 242750 9.93% 1.086%
2 5.613 553 557 564 rBY 2351340 2445726 100.00% 10.945%
3 6.607 722 726 743 rBVY 2583035 2425986 99.19% 10.857%
4 6.742 745 749 753 rBVY 2497223 2381068 97.36% 10.656%
5 6.966 783 787 790 rBV 977213 754531 30.85% 3.377%
6 7.119 809 813 817 rBVY 1950558 1825631 74.65% 8.170%
7 7.525 877 882 886 rBY 1545384 1587568 64.91% 7.105%
8 8.248 1001 1005 1008 rBvV 1082828 905723 37.03% 4._.053%
9 9.319 1183 1187 1191 rBV 2463858 2250105 92.00% 10.070%
10 9.377 1194 1197 1202 rVB3 63079 69693 2.85% 0.312%
11 9.713 1248 1254 1262 rBV 278215 252202 10.31% 1.129%
12 9.919 1282 1289 1293 rBvV2 55372 75318 3.08% 0.337%
13 10.007 1300 1304 1310 rBVY 1009494 920843 37.65% 4.121%
14 10.154 1326 1329 1332 rBvV 64137 49221 2.01% 0.220%
15 10.419 1371 1374 1377 rVB 63191 47231 1.93% 0.211%

16 10.795 1435 1438 1442 rVB 1329807 1235775 50.53% 5.530%
17 10.895 1451 1455 1464 rVB2 49897 66308 2.71% 0.297%
18 11.495 1554 1557 1561 rBV 848614 722828 29.55% 3.235%
19 13.083 1823 1827 1830 rVB 2087100 1830798 74.86% 8.193%
20 13.760 1939 1942 1948 rVB5 42019 44563 1.82% 0.199%

21 13.965 1974 1977 1984 rBV 89808 107708 4._.40% 0.482%
22 14.148 2004 2008 2011 rBV 1035970 902669 36.91% 4.040%

23 14.418 2051 2054 2058 rVB2 39182 31853 1.30% 0.143%
24 14.612 2083 2087 2093 rBV6 35324 59117 2.42% 0.265%
25 15.007 2152 2154 2162 rVB2 28263 37975 1.55% 0.170%
26 15.689 2264 2270 2279 rBV 601006 820052 33.53% 3.670%
27 16.154 2346 2349 2353 rVB3 18423 26216 1.07% 0.117%
28 17.606 2594 2596 2604 rVB7 17715 35072 1.43% 0.157%
29 17.959 2650 2656 2669 rVB10 34769 88155 3.60% 0.395%

30 18.230 2696 2702 2710 rBV10 35161 102505 4._.19% 0.459%

Sum of corrected areas: 22345190
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\

- BF106499.D

- 15 Jun 2018 18:33

- JU/SJ

- J3504-03

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106499.D

Aca On : 15 Jun 2018 18:33

Operator : JU/SJ

Sample = J3504-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 6.43 ng 242750 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 487 (5.201 min): BF106499.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I L I R
83.0 480 5.00 5.20 5.40 5.60
o) EEEEEEESEROY 11 MIESSOOY | RS MMM MRS m/z 59.00 55.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 16.97%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 15.96%
41.0
29.0 101.0
o 50.0 73.0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e A RN R
54.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.93%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106499.D

Aca On : 15 Jun 2018 18:33

Operator : JU/SJ

Sample = J3504-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2 unknown6.74 Concentration Rank 1

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

6.74 63.11 ng 2381070 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF106499.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || g0 5o T ok ok 7o
o T A N .- B N+ S | N m/z 68.10 43.04%
m/z--> 10 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 LA S S R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.62%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .21%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L LB L B L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.10%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106499.D

Aca On : 15 Jun 2018 18:33

Operator : JU/SJ

Sample = J3504-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Heneicosyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.97 2.39 ng 107708 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 90
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
4 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 87
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87
Abundance Scan 1978 (13.971 min): BF106499.D (-1974) (-) m/z 57.00 100.00%
51.0
5000
13.60 13.80 14.00 14.20
0 m/z 43.00 82.31%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #236054: Heneicosy!| heptafluorobutyrate
57.0
97.0
5000 R PR L UL S B
13.60 13.80 14.00 14.20
m/z 55.00 69.41%
oLl u \\‘h‘ h ‘18202220 2940 339.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 66 .44%
0 139.0 1610 224.0264.0 308.0 353.0 454.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate R
57.0 13.60 13.80 14.00 14.20
m/z 69.10 58.94%
97.0
5000
39.0
o 1, 181.0222.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> éo 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106499.D

Aca On : 15 Jun 2018 18:33

Operator : JU/SJ

Sample = J3504-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_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-Isopropenyl-4a,8-dimethyl... Concentration Rank 6

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

17.96 2.15 ng 88155 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 53
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 47
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 000515-17-3 43
4 Cedrene-V6 204 C15H24 1000162-76-8 43
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 30
Abundance Scan 2656 (17.959 min): BF106499.D (-2650) (-) m/z 133.05 100.00%

138.1
95.0 204.1 2852
5000 67.0
39.0 57.1 243.1

17.60 17.80 18.00 18.20

o} m/z 204.10 74 .80%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance

133.0

#64441: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,7-octah...

18

9.0

5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
204.0
41.0 91.0 133.0
161.0
5000 69.0
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-...
189.0
133.0
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

17.60 17.80 18.00 18.20

m/z 285.20 67.17%

17.60 17.80 18.00 18.20

m/z 95.00 65.48%

17.60 17.80 18.00 18.20

m/z 189.10 58.79%

17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061518\
Data File : BF106499.D

Aca On : 15 Jun 2018 18:33

Operator : JU/SJ

Sample = J3504-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.23 2.50 ng 102505 Perylene-di12 15.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 53
2 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 42

3 .aamma.-HIMACHALENE 204 C15H24 1000140-08-0 30
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 30

5 .beta.-Humulene 204 C15H24 000116-04-1 27
Abundance Scan 2702 (18.230 min): BF106499.D (-2696) (-) m/z 204.15 100.00%

69.0 135.0 204.2
95.1
287.2
5000{ 410 1751 229.1
257.

| | | ‘ |‘ 18.00 18.20 18.40 18.60
A m/z 135.00 89.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene

=)

204.0
41.0 91.0 133.0
5000 161.0 L e e
69.0 18.00 18.20 18.40 18.60
m/z 133.10 81.77%
04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
133.0 204.0
R
41.0 18.00 18.20 18.40 18.60
5000 161.0 m/z 69.00 80.97%
670 910

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64346: .gamma.-HIMACHALENE RS mEEE L

. 18.00 18.20 18.40 18.60
m/z 55.05 78.66%

161.0 204.0
5000

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

I T T T
18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061518\
Data File : BF106499.D

Acq On : 15 Jun 2018 18:33

Operator : JU/SJ

Sample - J3504-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
2-Pentanone, 4-hy... 5.20 6.4 ng 242750 1 6.97 754531 20.0
unknown6 .74 6.74 63.1 ng 2381070 1 6.97 754531 20.0
Heneicosyl heptaf... 13.97 2.4 ng 107708 5 14.15 902669 20.0
2-1sopropenyl-4a, ... 17.96 2.1 ng 88155 6 15.69 820052 20.0
1,1,4a-Trimethyl-__.. 18.23 2.5 ng 102505 6 15.69 820052 20.0

8270-BF061118.M Mon Jun 18 11:52:23 2018 Page: 8



