LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061920\
Data File : BF120675.D

Aca On 19 Jun 2020 20:43

Operator : JU/CG

Sample : L3034-14

Misc :

ALS Vial : 17 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-BF061020.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 5.410 560 565 568 rBY 3189307 3150939 78.60% 11.574%
2 6.434 733 739 742 rBVY 2617506 2763380 68.94% 10.150%
3 6.798 797 801 804 rBV 903227 814670 20.32% 2.992%
4 6.951 823 827 831 rBVY 2555660 2443208 60.95% 8.974%
5 7.363 891 897 900 rBY 2044516 1858542 46.36% 6.827%
6 8.081 1015 1019 1022 rBvV 1090709 938028 23.40% 3.446%
7 9.157 1197 1202 1205 rBvY 3816880 3389911 84.57% 12.452%
8 9.545 1265 1268 1273 rBV 273873 249634 6.23% 0.917%
9 9.833 1313 1317 1320 rVB 1461051 1189283 29.67% 4.368%
10 10.622 1447 1451 1454 rBVY 2420938 2182753 54.45% 8.018%
11 10.751 1469 1473 1476 rBvV2 71407 81466 2.03% 0.299%
12 11.216 1549 1552 1559 rVB 81291 89375 2.23% 0.328%
13 11.321 1566 1570 1573 rBV 1142103 1096897 27.36% 4.029%
14 11.480 1594 1597 1601 rBV5 28158 53753 1.34% 0.197%
15 11.710 1632 1636 1637 rBv4 28565 42125 1.05% 0.155%
16 11.992 1682 1684 1686 rBvV2 50419 52324 1.31% 0.192%
17 12.086 1697 1700 1703 rBvV5 25671 44323 1.11% 0.163%
18 12.145 1703 1710 1713 rBvV7 62014 167456 4.18% 0.615%
19 12.245 1725 1727 1733 rVB3 50717 60691 1.51% 0.223%

20 12.304 1733 1737 1742 rBV3 61195 113836 2.84% 0.418%
21 12.368 1746 1748 1751 rBV 61838 52781 1.32% 0.194%
22 12.763 1812 1815 1817 rBV2 108341 127899 3.19% 0.470%
23 12.792 1817 1820 1824 rVV 193869 237005 5.91% 0.871%
24 12.910 1835 1840 1843 rBV 4019121 4008599 100.00% 14.724%
25 13.962 2015 2019 2022 rBV 1145502 1082432 27.00% 3.976%

26 15.409 2261 2265 2269 rBV 821984 932942 23.27% 3.427%

Sum of corrected areas: 27224252
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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\HPCHEM1I\BNA F\DATA\BF061920\

BF120675.D

19 Jun 2020 20:43

JU/CG

L3034-14

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061920\
Data File : BF120675.D

Aca On 19 Jun 2020 20:43

Operator : JU/CG

Sample : L3034-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Dibenzothiophene, 4,6-dimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.15 3.05 ng 167456 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene. 4.6-dimethvl- 212 C14H12S 001207-12-1 89
2 1.7-Dimethvldibenzothiophene 212 C14H12S 089816-53-5 89
3 2.7-Dimethvldibenzothiophene 212 Cl14H12S 031317-19-8 89
4 2.6-Dimethvidibenzothiophene 212 Cl14H12S 089816-75-1 76
5 3,7-Dimethyldibenzothiophene 212 Cl14H12S 001136-85-2 68
Abundance Scan 1711 (12.151 min): BF120675.D (-1703) (-) m/z 212.05 100.00%
212
5000
43 57 g9 95
8L % 109153 13152 115 497 | . 245 559 11.80 12.00 12.20 12.40
0 m/z 211.00 60.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71263: Dibenzothiophene, 4,6-dimethyl-
212
5000
11.80 12.00 12.20 12.40
105 197 m/z 57.10 27.71%
45 63 79 92 177139152165178
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
212
11:80 12,00 12.20 12.40
5000 m/z 43.00 27.64%
105 197
R 79 92 197139 152165178
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71260: 2,7-Dimethyldibenzothiophene B B .
212 11.80 12.00 12.20 12.40
m/z 69.10 26.02%
5000
105 197
152165178
R R Y U
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061920\
Data File : BF120675.D

Aca On 19 Jun 2020 20:43

Operator : JU/CG

Sample : L3034-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Hexadecane, l1l-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.30 2.08 ng 113836 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 53
2 Pentadecane 212 C15H32 000629-62-9 50
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 49
4 Heptadecane 240 C17H36 000629-78-7 46
5 Nonadecane 268 C19H40 000629-92-5 46

Abundance Scan 1736 (12.298 min): BF120675.D (-1733) (-) m/z 57.10 100.00%

57
5000 a3 | L 206

233247261 282 12.00 12.20 12.40 12.60

o m/z 71.10 49_06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110907: Hexadecane, 1-chloro-
43 ¥7
5000 71 LA L L L L L L L L LB
29 o1 12. 00 12. 20 12. 40 12. 60
m/z 206.05 46.77%
105
0 119133147161175189203217231 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 Y A
71 12.00 12.20 12.40 12.60
5000 g5 m/z 43.10 40.90%
29 99
oL15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl- R R R
57 12.00 12.20 12.40 12.60
71 m/z 85.00 34 .06%
5000 43
8 113
29 99
o |1 | 127141155160 197211225239253 268
”.P”.P”.P”.P“.P”..“..”..“..”..”..“..”..“q.” o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061920\
Data File : BF120675.D

Aca On 19 Jun 2020 20:43

Operator : JU/CG

Sample : L3034-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 4 12-Azabicyclo[9.2.2]pentade...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.76 2.36 ng 127899 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Azabicvclol9.2.21pentadecan-1... 223 C14H25N0O 1000191-26-7 59
2 Benzene. 1.1"-ethvlidenebisl3.4-... 238 C18H22 001742-14-9 51
3 Pvrene 202 C16H10 000129-00-0 50
4 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 43
5 4,47 -Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 42

Abundance Scan 1815 (12.763 min): BF120675.D (-1812) (-) m/z 202.10 100.00%
202
223
39 56 83 190119134 152 “P5a 283008 1240 12:60 12:80 13.00
0 m/z 223.05 52.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #80200: 12-Azabicyclo[9.2.2]pentadecan-13-one
97 223 #MNNWANWJ
5000 DA SR SRR
12. 40 12. 60 12. 80 13.00
138 166182 m/z 200.00 20.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
223
12.40 12,60 12.80 13.00
5000 m/z 201.00 16.96%
238
193
J1s % e 9 UTiagg 178 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62823:Pyrene L B LB L N L B
202 12.40 12.60 12.80 13.00
m/z 238.10 16.02%
5000
o 122 150 174
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061920\
Data File : BF120675.D

Aca On 19 Jun 2020 20:43

Operator : JU/CG

Sample : L3034-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061020.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.79 4.38 ng 237005 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 94
2 2.2-Bis-(4-hvxroxvphenv)-butane 242 C16H1802 000077-40-7 56
3 Diphenolic acid 286 C17H1804 000126-00-1 53
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 50
5 Pyridine, 2-(6-trifluoromethyl-3... 213 C9H6F3N3 003974-71-8 50
Abundance Scan 1820 (12.792 min): BF120675.D (-1817) (-) m/z 213.10 100.00%
213
5000 h
o 1P 248 12.40 12.60 12.80 13.00 13.20
39 65 135 152 169 - - - - :
0 ..,....,....,.'...,..'..-,.'...l,....,.l.“?? 109 95 | | 2S3omisssna o iig700  17.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 RN UL BRI BN I
1240 12.60 12.80 13.00 13.20
119 228 m/z 228.10 16.53%
o §5 o 135 165
mizs 3 4o 8 85 190 130 150 180 150 250 230 550 2% 280 500
Abundance
213
12.40 12.60 12.80 13.00 13.20
5000 m/z 214.10 15.54%
119 242
o 39 65 91 134 152169 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #132895: Diphenolic acid RN R R e
213 12.40 12.60 12.80 13.00 13.20
m/z 91.00 9.53%
- w\JL\JN\A
119 286
18 39 65 91 Tq34149 177 197 | 271 |
m/z--> 20 40 6|0 8IO 100 120 140 160 180 200 220 240 260 25';0 300 1240 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061920\
Data File : BF120675.D

Acq On 19 Jun 2020 20:43

Operator : JU/CG

Sample : L3034-14

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.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]
Dibenzothiophene, ... 12.15 3.0 ng 167456 4 11.32 1096900 20.0
Hexadecane, 1-chl... 12.30 2.1 ng 113836 4 11.32 1096900 20.0
12-Azabicyclo[9.2... 12.76 2.4 ng 127899 5 13.96 1082430 20.0
Phenol, 4,4"-(1-m... 12.79 4.4 ng 237005 5 13.96 1082430 20.0
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