LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107926.D

Aca On : 2 Aug 2018 22:56

Operator : JU/SJ

Sample : J4284-02 100X

Misc :

ALS Vial : 22 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-BF073018.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 6.960 782 786 804 rBV 168034 529303 31.02% 6.629%
2 8.236 999 1003 1028 rBV 534734 997912 58.47% 12.497%
3 9.372 1192 1196 1199 rBV3 15520 20515 1.20% 0.257%
4 9.483 1211 1215 1218 rVB2 25175 28872 1.69% 0.362%
5 9.683 1247 1249 1252 rBvV2 44947 39332 2.30% 0.493%
6 9.842 1273 1276 1279 rBv4 27917 33114 1.94% 0.415%
7 9.889 1281 1284 1287 rVB2 48702 42648 2.50% 0.534%
8 9.930 1289 1291 1295 rBvV2 17769 21505 1.26% 0.269%
9 9.989 1298 1301 1314 rVV 757542 975840 57.18% 12.221%
10 10.389 1366 1369 1372 rBvV3 59556 57077 3.34% 0.715%
11 10.448 1376 1379 1382 rVB5 26159 30832 1.81% 0.386%
12 10.619 1405 1408 1410 rBvV3 22058 19947 1.17% 0.250%
13 10.883 1450 1453 1457 rvVB2 51579 51814 3.04% 0.649%
14 11.348 1529 1532 1538 rBvV3 42454 61366 3.60% 0.769%
15 11.489 1553 1556 1571 rBvV 543365 862088 50.52% 10.796%
16 11.848 1614 1617 1620 rVB 99754 85256 5.00% 1.068%
17 12.266 1686 1688 1691 rBvV 93631 95405 5.59% 1.195%

18 14.148 2005 2008 2012 rBV 526053 646483 37.88% 8.096%
19 15.489 2233 2236 2240 rVB 349896 405432 23.76% 5.077%
20 16.389 2385 2389 2396 rVB 632347 1273793 74.64% 15.952%

21 16.848 2462 2467 2475 rVB 853102 1706592 100.00% 21.372%

Sum of corrected areas: 7985126
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107926.D

Aca On : 2 Aug 2018 22:56

Operator : JU/SJ

Sample : J4284-02 100X

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

OILY-WATER

Abundance TIC: BF107926.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\

Data File : BF107926.D

Aca On : 2 Aug 2018 22:56

Operator : JU/SJ

Sample : J4284-02 100X Ryl
Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, (1-methyltridecyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.27 2.21 ng 95405 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvltridecvl)- 274 C20H34 004534-59-2 53
2 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 49
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 47
4 Benzene. (l1-methvlnonadecvl)- 358 C26H46 002398-66-5 47
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 47
Abundance Scan 1689 (12.271 min): BF107926.D (-1686) (-) m/z 105.05 100.00%
105.1
5000
R TI] RETTIT TR O - 07
e B I i m/z 97.10 15.75%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122974: Benzene, (1-methyltridecyl)-
105.0
5000 LI I SUILN LN B
12,00 12.20 12,40 12.60
m/z 57.00 13.99%
ok (410 76,0 | 131.0 161.0 189.0 217.0 2780
miz-> 20 40 éo 85 100 120 140 160 180 200 220 240 260 280
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
12.00 12.20 12,40 12.60
5000 m/z 106.00 13.81%
ok 430 790, | 1330 166.0189.0 2210 260.0
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 zéo 280
Abundance #99258: Benzene, (1-methylundecyl)- R B
105.0 12.00 12.20 12.40 12.60
m/z 91.00 8.58%
5000
0 55.0 77.0 | | 147.0 175.0 204.0 24?0
miz-> 20 40 éo 85 100 120 140 160 180 200 220 240 260 280 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\

Data File : BF107926.D

Aca On : 2 Aug 2018 22:56

Operator : JU/SJ

Sample : J4284-02 100X Ryl
Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl5.49 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.49 20.00 ng 405432 Perylene-di2 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 a-Dicvanomethvlene-2-(4-dimethvl... 365 C24HION30 070503-39-8 47
2 Silane. diphenvldodecvloxv(2-met... 442 C27H4203Si 1000367-73-2 38

3 Pvrazololl.5-alpvrimidine. 2-ter... 365 C18H18F3N302 1000268-76-7 38
4 1H-Indole. 1-(trimethysilvl)-2.5._. 365 C17H31NO2Si3 074381-41-2 28

5 1-[4-Hydroxy-6-[trifluoromethyl]... 365 C13H9F6N50 1000255-80-2 28
Abundance Scan 2236 (15.489 min): BF107926.D (-2233) (- m/z 365.30 100.00%
365.3
5000
6.1 1231 159.1
: 191.1 229.2 399.4 15.20 15.40 15.60 15.80
okt pted .lw.l,ll. LA SO0 27133093 | 3941 /7 366.30  28.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #193797: 4-Dicyanomethylene-2-(4-dimethylaminostyryl)-6-ph...
365.0
44.0
5000 LA L L L L L L
15.20 15.40 15.60 15.80
0
105.0 183.0 m/z 159.10 21.10%
oL 4. 1 | 1470 | 2150 2550 3220 |
i e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #225404: Silane, diphenyldodecyloxy(2-methoxyethoxy)-
365.0
R EEEEE S
15.20 15.40 15.60 15.80
5000 m/z 123.10 19.26%
153.0 199.0
0 55.0 91.0 Il ‘ lJ { ‘ 25?.0 32l]"0
T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #193565: Pyrazolo[1,5-a]pyrimidine, 2-tert-butyl-5-trifluo... R EEEEE S
365.0 15.20 15.40 15.60 15.80
m/z 69.10 13.23%
5000
41.0
108.0 282.0 323.0
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\

Data File : BF107926.D

Aca On : 2 Aug 2018 22:56

Operator : JU/SJ

Sample : J4284-02 100X Ryl
Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl6.39 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.39 62.84 ng 1273790 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
2 28-Nor-17 .beta. (H)-hopane 398 C29H50 036728-72-0 38
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 27
5 Fumaric acid, di(2-isopropoxyphe... 384 C22H2406 1000344-85-0 25
Abundance Scan 2389 (16.389 min): BF107926.D (-2385) (-) m/z 191.20 100.00%

191.2
5000 .
55.0

383.4 1600 16.20 16.40 16.60 16.80
o 2452 3011 349.2 424.4 17 177 .20 44 25%

m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen

5000

16.00 16.20 16.40 16.60 16.80
m/z 95.10 42.23%

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191.0
R B R
16.00 16.20 16.40 16.60 16.80
5000 m/z 81.10 40.98%
109.0
398.0
J | 1490 j 260.0 350 | |
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) A B
191.0 16.00 16.20 16.40 16.60 16.80
m/z 123.10 32.75%
5000 57.0
107.0 149.0
bbb b b0 Ve e —
m/z--> 50 100 150 200 250 300 350 400 16. 00 16. 20 16. 40 16. 60 16 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\

Data File : BF107926.D

Aca On : 2 Aug 2018 22:56

Operator : JU/SJ

Sample : J4284-02 100X Ryl
Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 4 unknownl6.85 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.85 84.19 ng 1706590 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 47
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 45
4 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 42
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 40
Abundance Scan 2467 (16.848 min): BF107926.D (-2462) (-) m/z 191.15 100.00%
191.2
5000 95.1 ]\\\,“,JA\/\/\kv\/JA\,w§_,
55.0 37.1 IIII|IIII|IIII|IIII|III
397.4 16.60 16.80 17.00 17.20
o $31.2 2882 3332 423 | "m/z 95.10 42.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0
5000 LR UL SUBLLE ISR B
16.60 16.80 17.00 17 20
1490 m/z 81.05 32.96%
91.0 I l
Olllllluuuhlnllni il P
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
" 16,60 16.80 17.00 17.20
5000/28.0 m/z 69.10 28.61%
950 135.0
OIIIIIIIIIIJIIJI‘\III\II ........|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) L i
191.0 16.60 16.80 17.00 17.20
m/z 123.10 24 .96%
5000 57.0
107.0 149.0
0...‘,‘.‘.‘.“,‘..“.“‘.‘,.... M e —
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080218\

Data File : BF107926.D

Acq On : 2 Aug 2018 22:56

Operator : JU/SJ

Sample : J4284-02 100X Ryl
Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, (1-methy... 12.27 2.2 ng 95405 4 11.49 862088 20.0
unknownl15.49 15.49 20.0 ng 405432 6 15.68 405432 20.0
unknown16 .39 16.39 62.8 ng 1273790 6 15.68 405432 20.0
unknownl16 .85 16.85 84.2 ng 1706590 6 15.68 405432 20.0
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