LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097614.D

Aca On : 12 Aug 2017 1:41

Operator : SJ/JU

Sample : 14604-09

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:\HPCHEM1I\BNA F\METHODS\8270-BF081117.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 4.763 519 523 540 rBV 26760 84824 3.18% 0.437%
2 5.434 633 637 668 rBV 596955 1436493 53.90% 7.399%
3 7.075 913 916 928 rBV 374890 820639 30.79% 4.227%
4 7.169 928 932 952 rVB 1608422 2615993 98.15% 13.473%
5 7.510 986 990 1007 rBV 426072 597820 22.43% 3.079%
6 7.745 1025 1030 1052 rBV 1565140 2207600 82.83% 11.370%
7 8.422 1140 1145 1170 rBV 1336799 1979744 74.28% 10.196%
8 9.539 1331 1335 1351 rBV 506322 711548 26.70% 3.665%
9 11.322 1632 1638 1656 rBVY 1997128 2665269 100.00% 13.727%
10 12.010 1752 1755 1764 rBvV 71525 97547 3.66% 0.502%

11 12.363 1810 1815 1828 rBV2 531875 706144 26.49% 3.637%
12 13.663 2031 2036 2051 rBV 944707 1318281 49.46% 6.790%
13 14.763 2218 2223 2236 rVB 460661 597078 22.40% 3.075%
14 15.186 2290 2295 2307 rVB 58439 83036 3.12% 0.428%
15 16.857 2575 2579 2586 rBV 106446 137637 5.16% 0.709%

16 17.121 2618 2624 2631 rBV 1570548 1924680 72.21% 9.913%

17 18.186 2801 2805 2815 rBvV 59097 87782 3.29% 0.452%
18 18.368 2833 2836 2844 rBV7 24108 36768 1.38% 0.189%
19 18.462 2847 2852 2857 rBV 480784 569429 21.36% 2.933%
20 19.309 2993 2996 3001 rVB2 26710 37827 1.42% 0.195%
21 20.127 3131 3135 3141 rBV 446216 541440 20.31% 2.789%
22 20.586 3210 3213 3217 rVvB4 31965 40765 1.53% 0.210%
23 20.986 3277 3281 3285 rBV 27995 40627 1.52% 0.209%
24 21.439 3354 3358 3363 rVB2 22430 40432 1.52% 0.208%
25 21.968 3444 3448 3455 rVB5 19308 36531 1.37% 0.188%
Sum of corrected areas: 19415934

8270-BF081117.M Mon Aug 14 15:33:11 2017 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081117\

BF097614.D

12 Aug 2017 1:41

SJ/JuU

14604-09

17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097614.D
[ 7.75
1500000
8.42
1000000
5.43
500000 7.0 7.51
4.76
O | e e S P
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF097614.D
11132
1500000
1000000 13.66
12.36
sooo00] %% 14.76
12.01 15.19
O e T e L R - D], L
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF097614.D
17.12
1500000
1000000
500000 18.46 20.13
16.86 18.1% 19.31 2059 20.99 2144 2197
oA e e
Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097614.D

Aca On : 12 Aug 2017 1:41

Operator : SJ/JU

Sample : 14604-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.76 2.84 ng 84824 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 33
3 Silane. ethvildimethvl- 88 C4H12Si 000758-21-4 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 522 (4.757 min): BF097614.D (-519) (-) 43.00 100.00%
43.0
5000 59.0 ﬁ
101.1 440 4.60 4.80 5.00
Ol et e e M/Z 59.00  49.33Y%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL I R L B
59.0 4.40 4|60 4.80 560 I
0
150 a0 1010 m/z 58.00 12.69%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500
5000 m/z 101.10 10.23%
43.0 101.0
o 15.0 310 71.0 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #1999: Silane, ethyldimethyl- R
54.0 440 460 480 5.00

m/z 41.00 9.35%

5000
45.0 73.0
87.0
o
b1 Y Y| N [ —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097614.D

Aca On : 12 Aug 2017 1:41

Operator : SJ/JU

Sample : 14604-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknown7.17 Concentration Rank 1

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

7.17 87.52 ng 2615990 1,4-Dichlorobenzene-d4 7.51
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 16
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 932 (7.169 min): BF097614.D (-928) (-) m/z 132.00 100.00%
132.0
5000 68.0 [k
400 540 | 96.1 6.80 7.00 7.20 7.40 7.60
o..,....,....,...:,“.'...,'.!..,.:.-.|,..'..,?‘?.9,..!.,.-:..,1.1.“?9,....,'...,.. m/z 68.05 40.56%
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 R R UL R
6.80 7.00 7.20 7.40 7.60
2.0 510 m/z 134.00 31.70%
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 26 .38%
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
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 15.59%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097614.D

Aca On : 12 Aug 2017 1:41

Operator : SJ/JU

Sample : 14604-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 4 unknownl5.19 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.19 2.78 ng 83036 Phenanthrene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. methvlphenvl-. et... 179 C10H13NO2 002621-79-6 38
2 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 22
3 4-Methoxv-3-methvlphenvlacetic acid 180 C10H1203 004513-73-9 18
4 1.3-Cvclopentadiene, 1.2.3.4-tet... 180 C12H200 151226-45-8 16
5 Benzoic acid, 2-methoxy-, ethyl ... 180 C10H1203 007335-26-4 14
Abundance Scan 2296 (15.192 min): BF097614.D (-2290) (-) m/z 179.10 100.00%
179.1
5000 135.1
107.1 LRSI ORI BRSO BRI B
41|-0 Lo | 250.2 14.80 15.00 15.20 15.40 15.60
O o 1 o L 4 AR a R m/z 135.10 48.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44723: Carbamic acid, methylphenyl-, ethyl ester
179.0
5000 106.0 DR UGN BRI I I
14.80 15.00 15.20 15.40 15.60
77.0 m/z 107.10 15.10%
29.0 ' 134.0
0'”IJ'WFEQP'JI”'WJ”'P'”I”hW'”'M'” [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135.0
A
14.80 15.00 15.20 15.40 15.60
5000 m/z 41.00 11.88%
107.0
150 41.0 770 164.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45198: 4-Methoxy-3-methylphenylacetic acid e
135.0 14.80 15.00 15.20 15.40 15.60
m/z 180.10 11.78%
5000
91.0 180.0
0150 390\\ 6\50\\ | 1150 | .
m/z--> 20 40 60 80 1(')0 12'0 140 160 180 200 220 240 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097614.D

Aca On : 12 Aug 2017 1:41

Operator : SJ/JU

Sample : 14604-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Pyrrolo[l1,2-a]-1,3,5-triazi... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.86 4.83 ng 137637 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HI9N304 054449-89-7 90
2 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 52
3 3.5-Dihvdropvrrolo(3.2-d)pvrimid... 135 C6H5N30 005655-01-6 27
4 2-Propen-1-one. 1-(4-aminophenvl... 223 C15H13NO 002403-30-7 27
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 27
Abundance Scan 2580 (16.862 min): BF097614.D ( 2575) ) m/z 223.10 100.00%
28.1
135.1
so00] 480
T 560 1680 1700 1730
O et bl m/z 135.05 80.40%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80426: Pyrrolo[1,2-a]-1,3,5-triazine-7-carboxylic acid, 1...
223.0
135.0
178.0
5000
16.60 16.80 17.00 17.20
m/z 45.00 50.16%
OI'”'P”'P'”P'”I“”I”'M'L"”'w'ﬂl”“ RN BARAY SUAAS SRR
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223.0
5o 560 1680 1700 1730
5000 m/z 57.10 25.78%
45.0 107.0
o 70 156.0179.0 294.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15441: 3,5-Dihydropyrrolo(3,2-d)pyrimidin-4-one e
135.0 16.60 16.80 17.00 17.20
m/z 224.10 13.97%
5000
108.0
280 530 %00
O S I e O o R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097614.D

Aca On : 12 Aug 2017 1:41

Operator : SJ/JU

Sample : 14604-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 6 unknownl18.19 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.19 3.08 ng 87782 Chrysene-di12 18.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanamide. N-ethvl-N-(3-methvl... 267 C18H21NO 1000308-21-3 38
2 Heptaethvlene alvcol 326 C14H3008 005617-32-3 38
3 Ethanol. 2-T2-T2-T4-(1.1.3.3-tet... 338 C20H3404 002315-62-0 35
2-T2-12-12-I2-12-12-(2-Hvdroxvet... 370 C16H3409 005117-19-1 32
5 Hexaethylene glycol 282 C12H2607 002615-15-8 25
Abundance Scan 2806 (18.192 min): BF097614.D (-2801) (-) m/z 45.00 100.00%
45.0
267.2

5000

17.80 18.00 18.20 18.40 18.60

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #116601: Propanamide, N-ethyl-N-(3- methylphenyl -3-phenyl-
120.0 6f.0
5000 | SIS N LI L L
91.0 17.80 18.00 18.20 18.40 18.60
m/z 135.10 48.08%
194.0
o200 680 | | | | 1600 (" 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
45.0
17.80 18.00 18.20 18.40 18.60
5000 89.0 m/z 57.00 30.59%
133.0
o 19.0 177.0 207.0 239.0 283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175380: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe... A B R e
267.0 17.80 18.00 18.20 18.40 18.60
m/z 89.10 29.22%
5000
45.0 133.0
161.0
0 \J‘ gl by \ L HI‘ ‘\UI\ ‘M 2050 237 0 2950 3380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.80 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
Data File : BF097614.D

Acq On : 12 Aug 2017 1:41

Operator : SJ/JU

Sample - 14604-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117 .M
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... 4.76 2.8 ng 84824 1 7.51 597820 20.0
unknown7 .17 7.17 87.5 ng 2615990 1 7.51 597820 20.0
unknownl15.19 15.19 2.8 ng 83036 4 14.76 597078 20.0
Pyrrolo[1,2-a]-1,... 16.86 4.8 ng 137637 5 18.46 569429 20.0
unknown18.19 18.19 3.1 ng 87782 5 18.46 569429 20.0
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