LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071118\
Data File : BF107311.D

Aca On 11 Jul 2018 20:13

Operator : JU/SJ

Sample : J3914-05 5X

Misc :

ALS Vial : 18 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-BF061918 .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 5.149 474 478 486 rBV 19908 21410 5.06% 0.499%
2 5.572 547 550 561 rBV 160503 169265 39.99% 3.942%
3 6.578 719 721 732 rBV 152335 180005 42.53% 4.192%
4 6.707 740 743 753 rBV 206246 187182 44.22% 4 .359%
5 6.931 778 781 790 rBV 391079 320699 75.76% 7.469%
6 7.084 804 807 818 rBB 168839 147258 34.79% 3.430%
7 7.495 874 877 886 rBV 105365 104183 24.61% 2.426%
8 8.219 996 1000 1011 rBV 449549 411984 97.33% 9.595%
9 9.289 1179 1182 1190 rBV 253053 209914 49.59% 4 .889%
10 9.689 1244 1250 1256 rVB 29575 30969 7.32% 0.721%
11 9.984 1296 1300 1310 rVB 460179 423289 100.00% 9.858%
12 10.607 1399 1406 1411 rBvV2 4667 8921 2.11% 0.208%
13 10.778 1432 1435 1441 rBvV 98178 96910 22.89% 2.257%
14 10.872 1446 1451 1454 rBvV3 6607 9570 2.26% 0.223%
15 11.089 1484 1488 1491 rBvV 31174 28931 6.83% 0.674%
16 11.478 1551 1554 1558 rBvV 448815 414980 98.04% 9.665%
17 11.736 1597 1598 1602 rVB3 8972 7989 1.89% 0.186%
18 11.989 1638 1641 1642 rBvV2 4900 6256 1.48% 0.146%
19 12.101 1657 1660 1662 rBVvV4 7073 6770 1.60% 0.158%
20 12.148 1666 1668 1671 rBv4 9909 7833 1.85% 0.182%
21 12.207 1676 1678 1682 rVB5 12185 13186 3.12% 0.307%
22 12.413 1710 1713 1717 rBV 54769 48057 11.35% 1.119%
23 12.536 1731 1734 1737 rBV2 21985 21641 5.11% 0.504%
24 12.701 1759 1762 1764 rBV 39152 37592 8.88% 0.875%
25 12.725 1764 1766 1769 rVB 202281 161695 38.20% 3.766%
26 12.913 1795 1798 1800 rBV 20169 21507 5.08% 0.501%
27 12.936 1800 1802 1806 rVB 39922 40703 9.62% 0.948%

28 13.060 1820 1823 1827 rVB 246737 214814 50.75% 5.003%
29 13.201 1844 1847 1851 rBV 363035 300797 71.06% 7.005%
30 14.142 2003 2007 2010 rBV 371265 366277 86.53% 8.530%

31 15.683 2266 2269 2279 rVB2 191405 273261 64.56% 6.364%

Sum of corrected areas: 4293848
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107311.D

Aca On 11 Jul 2018 20:13

Operator : JU/SJ

Sample : J3914-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF107311.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107311.D

Aca On 11 Jul 2018 20:13

Operator : JU/SJ

Sample : J3914-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 2

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

6.71 11.67 ng 187182 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.707 min): BF107311.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 %l-l ‘ 640 6.60 6.80 7.00
Obrrprrrr e e bbb bt e e e m/z 68.10 40.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132.0
3000 o o o o
10 550 %0 70 m/z 134.00  30.81%
‘ 79.0 :
0..luuuuluuuluuuu‘l.‘...|‘..‘..|.‘.‘ll‘l..U.‘l‘....luu‘..luuuulu..‘.luuul"... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 oo a0 680 b0 |
5000 ' m/z 66.00 25.36%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole AR RE RS

132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.11%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

L L L B L L B B B I L R L I R LI
I I I [ IH I T I I | I T | T T AI I I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107311.D

Aca On 11 Jul 2018 20:13

Operator : JU/SJ

Sample : J3914-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.29 9.92 ng 209914 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-fluoro- 172 C12H9F 000321-60-8 96
2 1.1"-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 87
3 4-Pvrimidinol. 5-phenvl- 172 C10H8N20 022433-69-8 40
4 1-Norleucine. n-propoxvcarbonvl-.._.. 343 C19H37NO4 1000329-54-2 37
5 DL-Norleucine, N-propoxycarbonyl... 371 C21H41NO4 1000339-03-4 37
Abundance Scan 1182 (9.289 min): BF107311.D (-1179) (-) m/z 172.10 100.00%
17p.1

5000

9.00 9.20 9.40 9.60
m/z 171.10 33.69%

85.0

0 38,0 51.0 72 99.0 120.0133.0 1521

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #39865: 1,1'-Biphenyl, 2-fluoro-

172.0

5000 e
9.00 9.20 9.40 9.60

‘ m/z 170.10 23.01%

27.0 51.0 700 950 g9g 120.0133.0146.0

o} BT SNSRIV & PRI £ S SN | M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
172.0
R R R E e
9.00 9.20 9.40 9.60
5000 m/z 173.10 13.03%
85.0
0 28.0 50.0 63.0 99.0 120.0133.0 151.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #39709: 4-Pyrimidinol, 5-phenyl- R
172.0 9.00 9.20 9.40 9.60
m/z 85.00 7.26%
5000
89.0 117.0 144.0
63.0 102.0
o B 760‘““ | 1300 | 1570 A A
e e e e o e N AR EE R TS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107311.D

Aca On 11 Jul 2018 20:13

Operator : JU/SJ

Sample : J3914-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.41 2.32 ng 48057 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-i1sopropvilphenant... 256 C19H28 1000197-14-1 91
2 Pvrazol-4-amine. 1-(3.4-dichloro... 241 C10H9CI2N3 1000273-77-4 59
3 3.4-Dihvdro-3.3-dimethvl-1.9(2H.... 241 C15H15N02 1000212-95-2 46
4 s-Indacen-1(2H)-one., 3.5.6.7-tet... 256 C18H240 038754-94-8 46
5 Isoquinoline-4-carbonitrile, 1-e... 256 C15H16N202 1000259-91-1 42
Abundance Scan 1713 (12.413 min): BF107311.D (-1710) (-) m/z 159.10 100.00%
159.1 241.2
5000 185.1
170 213.1
55.0 91.0 3 | | l 12.00 12.20 12.40 12.60 12.80
ol PR MY IPY ' S m/z 241.20 84 _99%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241.0
159.0
5000 —rrrr e
12.00 12.20 12.40 12.60 12.80
185.0 m/z 185.10 36.47%
430 690 910 129. 213.0 ‘
0 |....|“...‘.|....|....|1.1.0.P .W. “.‘..‘.‘l..‘.‘. Y S N — ””\ :
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
159.0
241.0 12.00 12.20 12.40 12.60 12.80
5000 m/z 117.00 24 .48%
89.0 125.0 213.0
) 350 250 186.0
mz> %0 40 o g 100 10 140 1o 1k o 5% 5k 7k
Abundance #94946: 3,4-Dihydro-3,3-dimethyl-1,9(2H,10H)-acridinone
241.0 12.00 12.20 12.40 12.60 12.80
m/z 213.10 20.04%
5000 185.0
. 5.0 770 1020 1290 45,0 | ‘2120‘ |
miz> 20 40 60 80 100 130 140 160 150 200 330 240 3% | | 1200 1250 140 1260 1250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107311.D

Aca On 11 Jul 2018 20:13

Operator : JU/SJ

Sample : J3914-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.72 7.79 ng 161695 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11,... 238 C18H22 006566-19-4 96
2 4.4 -Diisopnropvibiphenvl 238 C18H22 018970-30-4 60
3 9.10-Anthracenedione. l-amino- 223 C14H9NO2 000082-45-1 50
4 4-tert-Butvl-benzophenone 238 C17H180 022679-54-5 47
5 3,4"-Diisopropylbiphenyl 238 C18H22 061434-46-6 47

Abundance Scan 1765 (12.719 min): BF107311.D (-1764) (-) m/z 223.15 100.00%

228.2
5000 181.1

12.40 12.60 12.80 13.00

0 m/z 238.15 55.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
5000 |||||||||||||||||||]\||||

12.40 12.60 12.80 13.00

153.0 m/z 181.10  46.46%
550 810 1040 ‘ H
B S I B L ..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0
R RRRAE o e
12.40 12.60 12.80 13.00
5000 m/z 165.10  29.34%
104.0 165.0
o 80 770 12801470 1950 240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80234: 9,10-Anthracenedione, 1-amino- e L
223.0 12.40 12.60 12.80 13.00
m/z 195.10 29.09%
5000
139.0 167.0 195.0
390 630 830 1339 M I
o o o B A Ea e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107311.D

Aca On 11 Jul 2018 20:13

Operator : JU/SJ

Sample : J3914-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 7 Retene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.20 16.42 ng 300797 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 90
3 Ethanone. 1-(4.6-dihvdroxv-2.3.5... 234 C13H1404 021987-07-5 58
4 2.3.5.6-Detetrahvdrocyclohexanon... 234 C15H2202 101100-38-3 50
5 2-[[1-(4-Methylphenyl)ethylidene... 234 C16H14N2 1000326-46-0 47
Abundance Scan 1847 (13.201 min): BF107311.D (-1844) (-) m/z 219.10 100.00%
219.1
5000
101.0 1891 12:80 13.00 13.20 13.40 13.60
. 165.1 : : : : :
ol 39.0 76.0 139.1 1.1264.1287.2 m/z 234.20 58 28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89260: Retene
219.0
5000 LN SRS SN B
12.80 13.00 13.20 13.40 13.60
189.0 m/z 204.10 31.12%
102.0
0 270 510 760 ;| H\ a 1390 ‘16‘\5.0\\‘ ‘H\ ”\ Ll
m/z--> 26 45 éo éo 160 120 150 1éo 1éo 260 220 250 2é0 2éo
Abundance
219.0
12:80 13.00 13.20 13.40 13.60
5000 m/z 203.10 24 .21%
0 300 760 1020 1390 16501890
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88891: Ethanone, 1-(4,6-dihydroxy-2,3,5-trimethyl-7-benzo... e T T T
219.0 12.80 13.00 13.20 13.40 13.60
m/z 202.05 19.27%
43.0
5000
fo) I T \”\IMI [N SN T 1 N |
m/z--> 26 45 éo éo 160 150 150 1éo 180 260 250 240 2é0 2éo 12.80 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071118\
Data File : BF107311.D

Acq On 11 Jul 2018 20:13

Operator : JU/SJ

Sample - J3914-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
unknown6.71 6.71 11.7 ng 187182 1 6.93 320699 20.0
1,1"-Biphenyl, 2-__. 9.29 9.9 ng 209914 3 9.98 423289 20.0
4b,8-Dimethyl-2-1... 12.41 2.3 ng 48057 4 11.48 414980 20.0
10,18-Bisnorabiet... 12.72 7.8 ng 161695 4 11.48 414980 20.0
Retene 13.20 16.4 ng 300797 5 14.14 366277 20.0
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