LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082985.D

Acq On : 18 Nov 2015 00:28

Operator : UM/1Z

Sample - G4407-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF110715.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 height area % max. total
1 2.190 7 9 18 rVvB3 23092 68920 1.06% 0.153%
2 4.910 244 247 252 rVB 954057 1237594 19.10% 2.748%
3 5.356 284 286 289 rBV 2986789 2696779 41.62% 5.988%
4 6.396 375 377 380 rBV 1850241 1686135 26.02% 3.744%
5 6.522 385 388 390 rBV 4007472 4148251 64.02% 9.211%
6 6.750 406 408 410 rBV 1312187 1067869 16.48% 2.371%
7 6.876 417 419 420 rBv 158398 163251 2.52% 0.363%
8 6.910 420 422 424 rVB 4421049 3822849 58.99% 8.489%
9 7.322 455 458 460 rBvV 3568414 3909683 60.33% 8.682%
10 7.779 495 498 501 rBvV 73950 111329 1.72% 0.247%
11 7.870 503 506 508 rBvV 64713 75690 1.17% 0.168%

12 8.042 518 521 522 rBV 1308623 1344509 20.75% 2.986%
13 8.807 586 588 590 rBvV2 97002 128690 1.99% 0.286%
14 8.887 593 595 597 rBvV 102606 121169 1.87% 0.269%
15 9.025 603 607 610 rVB3 51528 96967 1.50% 0.215%

16 9.116 612 615 618 rBV 4612302 5854240 90.34% 13.000%
17 9.276 628 629 632 rBvV3 95725 161399 2.49% 0.358%
18 9.379 635 638 640 rBvV 70883 65498 1.01% 0.145%
19 9.516 645 650 651 rBvY 243131 259344 4._00% 0.576%
20 9.790 671 674 677 rVB 1767758 1624778 25.07% 3.608%

21 9.928 685 686 689 rBvV 88006 120726 1.86% 0.268%
22 10.213 709 711 715 rvVB2 65987 109272 1.69% 0.243%
23 10.579 740 743 746 rVV 3609916 3713050 57.30% 8.245%
24 10.682 750 752 753 rBV 111608 133964 2.07% 0.297%
25 10.705 753 754 758 rvB2 45181 94898 1.46% 0.211%

26 11.162 789 794 796 rBv2 133832 191456 2.95% 0.425%
27 11.196 796 797 799 rvVB2 55909 65948 1.02% 0.146%
28 11.265 801 803 806 rvv 1199689 1556955 24.03% 3.457%
29 11.596 828 832 835 rBv2 69507 164059 2.53% 0.364%
30 11.676 835 839 842 rBvV2 36400 84263 1.30% 0.187%

31 11.882 855 857 861 rBvV 147780 172252 2.66% 0.382%
32 12.065 872 873 877 rVB2 97442 98006 1.51% 0.218%
33 12.476 905 909 911 rVvB 202285 196363 3.03% 0.436%
34 12.705 926 929 931 rBV 263133 297249 4_.59% 0.660%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082985.D

Acq On : 18 Nov 2015 00:28

Operator : UM/1Z

Sample - G4407-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.865 940 943 945 rBV 6036358 6479977 100.00% 14.389%
36 13.768 1018 1022 1026 rBV3 52622 97759 1.51% 0.217%
37 13.905 1031 1034 1036 rBV 1235103 1568471 24.20% 3.483%

38 14.762 1106 1109 1111 rBV 77415 107162 1.65% 0.238%
39 15.300 1153 1156 1158 rBV 806119 1137360 17.55% 2.526%

Sum of corrected areas: 45034134
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111715\

BF082985.D

18 Nov 2015 00:28

umsiz

G4407-04

16 Sample Multiplier: 1

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082985.D

Acq On : 18 Nov 2015 00:28

Operator : UM/I1Z

Sample : G4407-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

4.91 23.18 ng 1237590 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 9

Abundance Scan 247 (4.910 min): BF082985.D (-244) (-) m/z 43.10 100.00%
43
59
5000
T a5 abo b0 530
O prrr ol S8l 67 77 8 | A Tn7z 59.10  61.26%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L IR AR
59 460 4.80 500 520
m/z 101.10 20.20%
o 25 3L 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.10 15.75%
41
53 73 86
I R R UL RS RS LR RS IR ALY SAASS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3993: Morpholine, 4-methy!l- T
43 460 4.80 5.00 5.20
m/z 41.10 8.57%
5000
101
15 97 71
0 ‘ 10,33l 49 B 62 | 77 86 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082985.D

Acq On : 18 Nov 2015 00:28

Operator : UM/I1Z

Sample : G4407-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.52 Concentration Rank 1

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

6.52 77.69 ng 4148250 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 388 (6.522 min): BF082985.D (-385) (-) m/z 132.10 100.00%
132
68
5000
75 % 620 640 6.60 6.80
104 : - : :
o..,....,....,...:,“.'.‘.‘? o Sh. '|,..':'.,..5.‘.7,...~.,.'!..,.1.1.5.,...., b 'm/z 68.10 55.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR A SRR
6.20 6.40 6.60 6.80
3 78 m/z 66.10 33.85%
1 33 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
SERARNN RARRERARRE REREY
6.20 6.40 6.60 6.80
5000 m/z 134.10 32.86%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140

Abundance #2741: 2-Cyclohexen-1-one e R Rama

68 6.20 6.40 6.60 6.80
m/z 69.10 22.05%

5000
39 %
53

0.w}?,”ﬂ,”.JL.wmhf{.u”.w”.w”.w”.w”.w””,””,”. L W F .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082985.D

Acq On : 18 Nov 2015 00:28

Operator : UM/I1Z

Sample : G4407-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4,7-Methano-1H-indene, 3a,4... Concentration Rank 4

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

6.88 3.06 ng 163251 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,7-Methano-1H-indene, 3a,4,7,7a... 132 C10H12 000077-73-6 91
2 1,3,4-Metheno-1H-cyclobutaJcd]pe-.-- 132 C10H12 006707-88-6 86
3 Bicyclo[2.2.1]hept-2-ene, 5,6-bi... 190 C9H12CI2 005992-56-3 83
4 Bicyclo[2.2.1]hept-5-en-2-o0l 110 C7H100 013080-90-5 83
5 The first isomer tricyclopentadiene 198 C15H18 1000222-21-0 83

Abundance Scan 419 (6.876 min): BF082985.D (-417) (-) m/z 66.10 100.00%
6b
5000
39
51 77 o1 117 132 6.60 6.80 7.00 7.20
Ol e 03 e et M/z 39.10  10.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13635: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro-
66
5000
6.60 6.80 7.00 7.20
m/z 65.10 9.98%
o2 T s | 7o a0 7 M
mz-> 20 40 60 80 100 120 140 160 180
Abundance
66
6.60 6.80 7.00 7.20
5000 m/z 67.10 9.62%
o 39 5 77 91 103 115 132
mz-> 20 40 60 80 100 120 140 160 180
Abundance #49606: Bicyclo[2.2.1]hept-2-ene, 5,6-bis(chloromethyl)- Al A e A maEa
66 6.60 6.80 7.00 7.20
m/z 132.10 6.59%
5000
o 7 89 51 | 77 91 105115 127 141 155 190
m/z--> 20 40 60 80 100 120 140 160 180 ' 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082985.D

Acq On : 18 Nov 2015 00:28

Operator : UM/I1Z

Sample : G4407-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dibenzothiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.16 2.46 ng 191456 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 96
2 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 81
3 Naphtho[2,3-b]Jthiophene 184 C12H8S 000268-77-9 76
4 Naphthalene, 2-ethenyl-6-methoxy- 184 C13H120 063444-51-9 52
5 Benzene, l-methyl-3-phenoxy- 184 C13H120 003586-14-9 43
Abundance Scan 794 (11.162 min): BF082985.D (-789) (-) m/z 184.10 100.00%
184
5000
a3 o7 .
99 113 10.80 11.00 11.20 11.40
ol el 169 m/z 57.10 27.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #45490: Dibenzothiophene
184
5000 UM UL B
10,80 11,00 11.20 11.40
139 m/z 139.10 21.14%
o 3950 6 7 % 13 | A
m/z--> 45 eb 86 100 120 140 1éo 180
Abundance
184
10.80 11.00 11.20 11.40
5000 m/z 71.05 20.59%
0 45 63 101 114 126 152 169
LI UL LN AL SURLELALAS DU SRS UURLELELE DU
m/z--> 40 60 80 100 120 140 160 180
Abundance #45494: Naphth0[2,3—b]thiophene LA L L LB L B L N B
184 10.80 11.00 11.20 11.40
m/z 43.10 18.83%
5000
139
92 152
34 45 54 63 ‘7? 101118 126 | 7 189 |
m/z--> 40 eb 80 100 150 140 160 180 ' 10,80 11,00 11.20 1140
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082985.D

Acq On : 18 Nov 2015 00:28

Operator : UM/I1Z

Sample : G4407-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dibenzothiophene, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.60 2.11 ng 164059 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene, 4-methyl- 198 C13H10S 007372-88-5 95
2 Dibenzothiophene, 3-methyl- 198 C13H10S 016587-52-3 94
3 Benzenamine, 4,4"-methylenebis- 198 C13H14N2 000101-77-9 83
4 1,2,3,4-Tetrahydrophenanthren-9-ol 198 C14H140 019817-12-0 72
5 Pyridine, 4-(4-dimethylaminophen... 198 C13H14N2 001137-80-0 64
Abundance Scan 832 (11.596 min): BF082985.D (-828) (-) A m/z 198.10 100.00%
198
5000
a0 51 63 75 86 99130 127130 152 15 170 11.20 11.40 11.60 11.80 12.00
o’ m/z 197.05 66.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54878: Dibenzothiophene, 4-methyl-
198
5000
11.20 11.40 11.60 11.80 12.00
% m/z 199.10 17 .76%
0 39 51 69 86 | 115127130 12165 415
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
198
11.20 11.40 11.60 11.80 12.00
5000 m/z 165.10 14 .98%
o 14 8 30 51 63 7685 % 193 127130 192165 g,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54885: Benzenamine, 4,4'-methylenebis-
198 11.20 11.40 11.60 11.80 12.00
m/z 152.10 10.69%
5000 106
182
23 2 & T R | 4713014152 168 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082985.D

Acq On : 18 Nov 2015 00:28

Operator : UM/I1Z

Sample : G4407-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.88 2.21 ng 172252 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 52
3 2,2°-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI03S 036155-87-0 40
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 857 (11.882 min): BF082985.D (-855) (-) m/z 190.10 100.00%
190
5000
o 11,60 11.80 12,00 12.20
63 81 163 : . . .
0 M - - ol i (110 126139150 0 176 M. 298 | "m/z 189.10 91.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 —vavvrﬁjrvryva
o4 11.60 11.80 12.00 12.20
m/z 191.10 26 .25%
0 27 3950 63 8L | 110122 137 150 163 178 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
39 190
51 91 11.60 11.80 12.00 12.20
7 /z 187.10 19.08%
5000 65 115 133 161 m/7z - - (
103
147 175
e L L L S W WL B B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48945: 2,2'-Bis(4,5-dimethylimidazole)
42 190 11.60 11.80 12.00 12.20

m/z 94.60 17.87%

5000

:

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111715\
Data File : BF082985.D

Acq On : 18 Nov 2015 00:28

Operator : UM/1Z

Sample - G4407-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.91 23.2 ng 1237590 1 6.75 1067870 20.0
unknown6 .52 6.52 77.7 ng 4148250 1 6.75 1067870 20.0
4,7-Methano-1H-in. .. 6.88 3.1 ng 163251 1 6.75 1067870 20.0
Dibenzothiophene 11.16 2.5 ng 191456 4 11.26 1556960 20.0
Dibenzothiophene, ... 11.60 2.1 ng 164059 4 11.26 1556960 20.0
4H-Cyclopenta[def... 11.88 2.2 ng 172252 4 11.26 1556960 20.0
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