LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample = 14555-01

Misc :

ALS Vial : 3 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-BF072517.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 5.034 549 552 571 rBV 60020 177671 1.03% 0.394%
2 6.122 723 737 740 rBVY 5318385 17207011 100.00% 38.115%
3 6.198 748 750 763 rVB 338476 417024 2.42% 0.924%
4 6.410 782 786 795 rBV 543869 558637 3.25% 1.237%
5 6.563 809 812 817 rBV 418425 407283 2.37% 0.902%
6 6.610 817 820 833 rVB2 109582 212720 1.24% 0.471%
7 6.816 852 855 861 rBY 1616569 1501179 8.72% 3.325%
8 6.881 864 866 877 rVB 314450 345875 2.01% 0.766%
9 6.992 880 885 895 rVB2 1455174 1656711 9.63% 3.670%
10 7.104 899 904 907 rBVY 3577443 3980194 23.13% 8.816%

11 7.275 929 933 952 rVvB2 1140567 1473364 8.56% 3.264%
12 7.686 1000 1003 1007 rBV 797593 768535 4._.47% 1.702%
13 7.722 1007 1009 1018 rVB2 207344 239843 1.39% 0.531%
14 7.880 1029 1036 1039 rBV 4083425 5590564 32.49% 12.384%
15 8.357 1113 1117 1124 rBV2 323555 372170 2.16% 0.824%

16 8.763 1183 1186 1192 rBV 650888 572304 3.33% 1.268%
17 9.169 1252 1255 1270 rBV 555700 502246 2.92% 1.113%
18 9.427 1296 1299 1305 rVB 918127 886145 5.15% 1.963%
19 9.680 1339 1342 1348 rBvV 163035 182609 1.06% 0.404%
20 10.222 1431 1434 1441 rVB 221481 230337 1.34% 0.510%

21 10.539 1485 1488 1494 rBV 244004 267832 1.56% 0.593%
22 10.904 1547 1550 1559 rBV 969120 888612 5.16% 1.968%
23 11.057 1571 1576 1580 rBV 510888 492968 2.86% 1.092%
24 11.445 1639 1642 1644 rBV 707642 654737 3.81% 1.450%
25 11.468 1644 1646 1651 rVB 418421 366470 2.13% 0.812%

26 12.110 1752 1755 1760 rBV 570520 498254 2.90% 1.104%
27 12.263 1775 1781 1791 rBV 1868344 2208674 12.84% 4.892%
28 12.486 1815 1819 1824 rVB 333058 317192 1.84% 0.703%
29 13.004 1903 1907 1911 rVB 296113 269671 1.57% 0.597%
30 13.421 1974 1978 1991 rBV2 173700 320881 1.86% 0.711%

31 13.527 1993 1996 2006 rVvVv 672810 675906 3.93% 1.497%
32 13.786 2037 2040 2050 rVB 209054 245324 1.43% 0.543%
33 13.898 2056 2059 2067 rVB 182223 179503 1.04% 0.398%
34 14.868 2220 2224 2232 rVB 400355 476799 2.77% 1.056%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample = 14555-01

Misc :

ALS Vial : 3 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 45145245
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF080817\

BF097477.D

8 Aug 2017 19:20

SJ/Ju

14555-01

3 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BFO97477.D

5.03

12

7.10

6.82 6.9

o=
Time-->

2.00

2.50

3.00

3.50

4.00

T =TT
4.50 5.00

M.
LI B |

7.50

6.00 6.50 7.00

Abundance
5000000

4000000

3000000

2000000

1000000

5.50
TIC: BFO97477.D

7.88

12.26

13.5

04
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BFO97477.D
5000000
4000000
3000000
2000000
1000000
14.87
131390
- K
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.20 Concentration Rank 5

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

6.20 14.93 ng 417024 1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 750 (6.198 min): BF097477.D (-748) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 o 50 580 6.00 620 640 6.60
01 ; m/z 68.05 37.48%
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 |A|||
580 6.00 6.0 6.40 6.60
310 510 m/z 134.00 32.24%
0 "I""I""I""‘ll'l"I""'I"'ll""l""l""l""l""I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 640 6.60
5000 m/z 66.00 24 .08%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 580 6.00 6.20 6.40 6.60
m/z 69.10 15.99%
5000
104.0
66.0
ol 140 270 390 SL0 7 70 890 || 1150

T e e e e e e R N RE S EREARE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Pyrrolidinone, 1-methyl- Concentration Rank 14

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

6.61 7.62 ng 212720 1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinone. 1-methvl- 99 C5H9NO 000872-50-4 95
2 Piperidine., 4-methvl- 99 C6H13N 000626-58-4 38
3 3-Amino-5-pvrazolol 99 C3H5N30 006126-22-3 38
4 2-Amino-4-methvl-oxazole 98 C4H6N20 035629-70-0 27
5 2-Piperidinone 99 C5H9NO 000675-20-7 25

Abundance Scan 820 (6.610 min): BF097477.D (-817) (-) m/z 44.10 100.00%
44.1 99.1
5000
56.0 71.0 6.20 6.40 6.60 6.80 7.00
108.0
0 ...,....,....,...~.|I."..,.:'!!,...-:-||....',5.‘4.-9.,....,'...:i.... m/z 99.10 96.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3502: 2-Pyrrolidinone, 1-methyl-
44.0 99.0
28.0
5000
15.0 6.20 6.40 6.60 6.80 7.00
m/z 42.00 85.04%
56.0 71.0
0 “ “ 1 \“ L ol HH 810
S I FURELIL UL SURILL SO SULILL SURLL UL SO S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
98.0
56.0
6.20 6.40 6.60 6.80 7.00
5000 300 440 m/z 98.00 59.90%
84.0
15.0 70.0
R A I A IR UL AL RS RS WS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3439: 3-Amino-5-pyrazolol B R B B Al
42.0 99.0 6.20 6.40 6.60 6.80 7.00
m/z 41.00 52.89%
5000
R GO G O Y
m/z--> "0 20 30 40 50 60 70 8 90 100 110 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Aniline, N-methyl- Concentration Rank 3

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

6.82 53.74 ng 1501180 1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aniline. N-methvl- 107 C7HON 000100-61-8 96
2 Benzenamine. 3-methvl- 107 C7HON 000108-44-1 91
3 o-Toluidine 107 C7HON 000095-53-4 87
4 Pvridine. 2-ethvl- 107 C7HON 000100-71-0 80
5 p-Aminotoluene 107 C7HON 000106-49-0 78

Abundance Scan 856 (6.822 min): BF097477.D (-852) (-) m/z 106.10 100.00%
10p.1
5000 ﬂﬁ\
77.1 SN L' NSRGNN_— 1N
39.0 | 65.0 | 92.0 6.40 6.60 6.80 7.00 7.20
o ¥ PO ROV PRV NN, S BN m/z 107.10 80.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5163: Aniline, N-methyl-
106.0
5000
770 6.40 6.60 6.80 7.00 7.20
510 ' m/z 77.10 25.87%
39.0 : 65.0
o ds0 20 20 L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
106.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 79.10 17.51%
77.0
150 280 0 510 g0 91.0
S A U I S UL RS RS AN SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5151: o-Toluidine
106.0 6.40 6.60 6.80 7.00 7.20
m/z 51.00 17.18%
5000
77.0
oL 150 270 30 510 e30 | 80 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown7.10 Concentration Rank 2

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

7.10 103.58 ng 3980190 Naphthalene-d8 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindoline 133 C9H11N 006872-06-6 43
2 Methanamine. N-(1-phenvlethvlide... 133 C9H11N 006907-71-7 40
3 Ethanone. 1-phenvl-. o-(4-coumar... 279 C17H13NO3 034605-11-3 35
4 1H-Indazole 118 C7H6N2 000271-44-3 27
5 Benzonitrile, m-amino- 118 C7H6N2 002237-30-1 27

Abundance Scan 903 (7.098 min): BF097477.D (-899) (-) m/z 118.10 100.00%
770 118.1
5000
51.0

6.80 7.00 7.20 7.40

Okt Al e b e || M7z 77.05 81.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14766: 2-Methylindoline
118.0
5000
6.80 7.00 7.20 7.40
91.0 m/z 133.10 37.62%
39.0 65.0 ‘
LN TN VU N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
118.0
R e A RER
6.80 7.00 7.20 7.40
5000 m/z 51.00 30.69%
56.0 /7.0
28.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126737: Ethanone, 1-phenyl-, o-(4-coumarinyl)oxime
770 118.0 6.80 7.00 7.20 7.40
' m/z 39.05 10.91%
5000
51.0
o ] I | 140.0162.0  202.0 238.0  279.0
R AR B e A RARAE RSERE LEEEEE e a N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzenamine, N-ethyl- Concentration Rank 4

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

7.27 38.34 ng 1473360 Naphthalene-d8 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. N-ethvl- 121 C8H11N 000103-69-5 94
2 Benzenamine. 2-ethvl- 121 C8H11N 000578-54-1 81
3 Benzenamine. 4-ethvl- 121 C8H11N 000589-16-2 72
4 3.5-Octadivne 106 C8H10 016387-70-5 50
5 Pyridine, 3-ethyl-5-methyl- 121 C8H11N 003999-78-8 45

Abundance Scan 932 (7.269 min): BF097477.D (-929) (-) m/z 106.10 100.00%
106.1
5000 [L\
121.1
0 .0 U UL LS IR
390 °1.0 650 921 7.00 7.20 7.40 7.60
Obrrrrrrrprrrrreet e e e b e et et | Mz 121.10 0 34.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9574: Benzenamine, N-ethyl-
106.0
5000
121.0 7.00 7.20 7.40 7.60
510 77.0 m/z 77.00 22 .51%
oL 150 270 390 /7 89 || o0 |
O S 0 0 0 S R N S P
Abundance
106.0
7.00 7.20 7.40 7.60
5000 m/z 50.95 13.55%
121.0
39.0 7.0
15.0 28.0 : 51.0 650 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9576: Benzenamine, 4-ethyl-
106.0 7.00 7.20 7.40 7.60
m/z 79.10 11.44%
5000 121.0
oL 150 280 390 530 650 70 910
™ S M S A N R Y 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 N,N-Diethylaniline Concentration Rank 1

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

7.88 145.49 ng 5590560 Naphthalene-d8 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Diethvlaniline 149 C10H15N 000091-66-7 97
2 3-Methvlisoxazolol5.4-blpvridine 134 C7H6N20 058035-50-0 53
3 3-Pvridinecarbonitrile. 1.6-dihv... 134 C7H6N20 000768-45-6 50
4 3-Pvridinecarbonitrile. 1.4-dihv... 134 C7H6N20 000767-98-6 50
5 4-t-Butylbenzeneamine 149 C10H15N 000769-92-6 47

Abundance Scan 1036 (7.880 min): BF097477.D (-1029) (-) m/z 134.10 100.00%
134.1
5000 106.1
77.1 149.2
51.0 HRE U SRR R
301 1% 650 o11 || 1201 | | 7.60 7.80 8.00 8.20
o} S e SN S A NS A m/z 106.10 51.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23330: N,N-Diethylaniline
134.0
5000 106.0 U U A R R
149.0 7.60 7.80 8.00 8.20
7.0 m/z 77.10 29.56%
150 200 SL0 gs0 o0 | 1200
m/z--> 10 20 §0 40 50 60 70 80 95 100 110 120 130 140 1%0 '
Abundance
134.0
106.0 760 7.80 8.00 820
5000 m/z 149.20 25.03%
640 90
0 52.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15198: 3-Pyridinecarbonitrile, 1,6-dihydro-1-methyl-6-oxo- R e
134.0 7.60 7.80 8.00 8.20
106.0 m/z 51.00 12 .54%
5000 420
%40 780 930 \ 119.0
O”I”“I””I”Lﬁ'”MN”P$LP'MP'”PM'PL“P”'P”"“"”'P”'I U U S R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 8 4-Chloroaniline, N-isopropy... Concentration Rank 10

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

8.36 9.69 ng 372170 Naphthalene-d8 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloroaniline. N-isopropvlidene 167 C9H10CIN 040938-43-0 89
2 4-Amino-2-chlorobenzonitrile 152 C7H5CIN2 020925-27-3 49
3 Benzonitrile. 2-amino-5-chloro- 152 C7H5CIN2 005922-60-1 46
4 2-Chlorobenzimidazole 152 C7H5CIN2 004857-06-1 43
5 5-Chlorobenzimidazole 152 C7H5CIN2 004887-82-5 38

Abundance Scan 1118 (8.363 min): BF097477.D (-1113) (-) m/z 152.10 100.00%
15p.1
117.1
5000
167.1
8.00 8.20 8.40 8.60
0 m/z 117.10 64.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36201: 4-Chloroaniline, N-isopropylidene
152.0
5000 111.0 167.0 AN AR RN NN
8.00 8.20 8.40 8.60
75.0 m/z 111.00 48.19%
o 630 | 890 \ 12501370
m/z--> 20 30 40 50 eb 70 85 90 100 110 120 130 140 150 160 170
Abundance
152.0
U SAAARAASE AARSE AR S
8.00 8.20 8.40 8.60
5000 m/z 154.10 32.81%
63.0 76.0 90.0 125.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25659: Benzonitrile, 2-amino-5-chloro- e ,(.K. —
152.0 8.00 8.20 8.40 8.60
m/z 167.10 32.46%
5000
125.0
63.0 9.0
270390 \ ‘ 760 \‘ | 1100‘ Nl A
m/z--> 20 30 4'0 50 6|O 70 8|0 9'0 100 110 120 130 140 150 160 170 800 820 840 860
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9 Undecanoic acid Concentration Rank 18

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

9.68 4.12 ng 182609 Acenaphthene-d10 9.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 90
2 Dodecanoic acid 200 C12H2402 000143-07-7 90
3 Nonanoic acid 158 C9H1802 000112-05-0 62
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 38

Abundance Scan 1342 (9.680 min): BF097477.D (-1339) (-) m/z 60.00 100.00%
43.0 60.0
5000
129.1
85.0 R e o e BV S S
L-AJ‘\. 101.0 157.1 - 940 9.60 9.80 10.00
o} . m/z 43.05 86.11%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60.0
5000 430 BEE AR SR LR AR
9.40 9.60 9.80 10.00
270 85.0 129.0 m/z 73.00 84.81%
| L f oo asro 18680
o...,ﬂ..Um;ﬂwmhhHN.NJ”.K,M..,”.J;”..,i..,”
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
60.0
43.0 S UL UL AN B
9.40 9.60 9.80 10.00
5000 129.0 m/z 41.00 73.34Y%
85.0 ' 157.0
27,0 101.0
. 183 02000
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #30180: Nonanoic acid B o
60.0 9.40 9.60 9.80 10.00
m/z 55.00 58.39Y%
41.0
5000
115.0
H ]
IR I = Y-
m/z--> 200 40 60 80 100 120 140 160 180 200 9.40 960 980 10.00

8270-BF072517.M Wed Aug 09 19:01:35 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 10 Ethanone, 1-(4-hydroxy-3,5-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.54 6.03 ng 267832 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(4-hvdroxyvy-3.5-dimet... 196 C10H1204 002478-38-8 98
2 Xanthoxvlin 196 C10H1204 000090-24-4 80
3 Silane. (3-methoxvphenoxv)trimet... 196 C10H1602Si 033285-71-1 64
4 p-Toluenesulfonamide. N-(xanthen... 351 C20H17NO3S 006326-06-3 50
5 Tetrahydroedulan 196 C13H240 100678-94-2 47
Abundance Scan 1488 (10.539 min): BF097477.D (-1485) (-) m/z 181.10 100.00%
181.1
5000 196.1
43.0 e N A
650  930108.0123.0138.0 0 10.20 10.40 10.60 10.80
0 ...,....",'..":I'.'l'.l'l.'. ."','.'..".',.!"..,".'..:",....,....,l....'l.. m/z 196.10 50.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57688: Ethanone, 1-(4-hydroxy-3,5-dimethoxyphenyl)-
181.0
5000 196.0 AU AR
10.20 10.40 10.60 10.80
43.0 m/z 43.00 25.08%
67.0 93,0108.0123.0138.0153'0
0 IJ'ISI'?II”\I I IHI\I I .M. ; .”‘l‘.‘..“. = l\l ; |“"' ""‘| ...‘. —r I" — |‘|||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
181.0
10.20 10.40 10.60 10.80
5000 166.0 m/z 153.10 14.27%
430 690 950 12101380 1660
(O L T e R e e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57784: Silane, (3-methoxyphenoxy)trimethyl-
181.0 10.20 10.40 10.60 10.80
m/z 182.10 11.04%
5000 196.0
w0 TP o wso ||
Ol e e e e e | e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BF072517.M Wed Aug 09 19:01:35 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 11 Urea, N,N"-dimethyl-N,N"-di... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.06 11.10 ng 492968 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. N.N"-dimethvl-N.N"-diphenvl- 240 C15H16N20 000611-92-7 95
2 Propanenitrile. 3-(ethviphenvlam... 174 C11H14N2 000148-87-8 64
3 N.N-Diethvlaniline 149 C10H15N 000091-66-7 50
4 4.47-Bis(methvlamino)benzophenone 240 C15H16N20 003708-39-2 50
5 3-Methylisoxazolo[5,4-b]pyridine 134 C7H6N20 058035-50-0 47
Abundance Scan 1577 (11.063 min): BF097477.D (-1571) (-) m/z 134.10 100.00%
134.1
5000 770 1061
240.2 SN | G
51|.0 1631 1831 10.80 11.00 11.20 11.40
O b e e e e e e m/z 106.10 49 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94062: Urea, N,N'-dimethyl-N,N'-diphenyl-
134.0
5000 240.0 L RN BULIN U I
77.0 106.0 1080 11.00 11.20 11.40
m/z 77.05 45 _.26%
ol 0 2 Ll aesol0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
134.0
10.80 11.00 11.20 11.40
5000 170 1060 m/z 240.20 25.67%
51.0 174.0
O e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23332: N,N-Diethylaniline E E S R ey
134.0 10.80 11.00 11.20 11.40
m/z 51.00 15.43%
5000 106.0
77.0
oLb— .‘.‘.. ”‘” MR | N l‘...“...‘. N R T LI AL N
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 10,80 11.00 11.20 11.40

8270-BF072517.M Wed Aug 09 19:01:47 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 12 Tacrine Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.45 14.74 ng 654737 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tacrine 198 C13H14N2 000321-64-2 52
2 Benzene. 1l-methvl-2-(4-methvilphe... 198 C14H140 003402-72-0 49
3 Benzenamine. 4.4"-methvlenebis- 198 C13H14N2 000101-77-9 49
4 3-Methvlbenzidine 198 C13H14N2 067683-35-6 47
5 Naphtho[1,8-de]-1,3,2-dioxaborin... 198 C12H11B0O2 125452-19-9 46

Abundance Scan 1643 (11.451 min): BF097477.D (-1639) (-) m/z 198.10 100.00%
198.1
5000
91.1 166.1187 1 R RS e e
390 650 ' 119.1 139.1 11.20 11.40 11.60 11.80
0 m/z 166.10 25.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59735: Tacrine
198.0
5000 R U UL U I
11.20 11.40 11.60 11.80
010 182.0 m/z 183.10 24 .96%
0 — |2|7|.0| . \I Isl:hc? T \Iw |7|5‘ﬂ?| In‘ll I“I“‘:]-I]-IZM‘OI]-IZ‘?.IOI iwl :II-??‘I)I ‘lH‘u . M" — ‘; ‘l T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
198.0
' 11.20 11.40 11.60 11.80
5000 m/z 197.10 21.65%
91.0
65.0
39.0 1080 1280 155.0 1810
oL e e T e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59743: Benzenamine, 4,4'-methylenebis- R EEme L
198.0 11.20 11.40 11.60 11.80
m/z 182.10 19.69%
5000
106.0
182.0
0 39.0 58'0‘ 77\‘0 | al L, 130.0 152'0 . ‘\‘\ m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 ' 11.20 11.40 11.60 11.80

8270-BF072517.M Wed Aug 09 19:01:47 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 13 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.47 8.25 ng 366470 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1646 (11.468 min): BF097477.D (-1644) (-) m/z 43.10 100.00%
491 730
5000
129.1
971 2132 T TTTT T TTTT TTTT
1711 11.20 11.40 11.60 11.80
256.3

o . ||'H . 149. 941 m/z 60.00 92.37%

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

SN

ay

o
(o]
o
o

5000 129.0 R R B e e
11:20 11.40 11.60 11.80

‘ 83.0 256.0 m/z 73.00 81.56%
il

157.0 1850 213.0

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0 L
A REEEEREE S e L
11.20 11.40 11.60 11.80
5000 m/z 57.10 79.89%
129.0 242.0
97.0 199.
o 152,0171.0 223.0
A e R L A RaEs e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50053: Undecanoic acid B JL e S e e
60. 11.20 11.40 11.60 11.80
m/z 41.10 72.48%
41,0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80

8270-BF072517.M Wed Aug 09 19:01:48 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 14 unknownl12.11 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.11 11.21 ng 498254 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2.4-Dimethviphenvl)-2-(2-furv... 212 C15H160 084922-06-5 49
2 2.5-Dimethvl-4-(3-amino-4-methyl... 212 C14H16N2 071153-33-8 43
3 Naphthalene. 6-methoxv-2-(1-bute... 212 C15H160 101327-54-2 43
4 _beta.-Carboline. 8-methoxv-1-me... 212 C13H12N20 212332-24-6 43
5 [1,1"-Biphenyl]-4,4"-diamine, 3,... 212 C14H16N2 000119-93-7 41
Abundance Scan 1755 (12.110 min): BF097477.D (-1752) (-) m/z 212.20 100.00%
212
5000
T
11.80 12.00 12.20 12.40
0! m/z 197.10 72.54%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #71385: 1-(2,4-Dimethylphenyl)-2-(2-furyl)cyclopropane
212.0
5000 R AR TSR SR AR
118.0 1180 12.00 12.20 12.40 |
0
39.0 55.0 91.0 ‘ ‘ 143.0 mTO o m/z 180.10 41.81%
0 e -‘|‘- .‘:“. I I\ .7.5."9“. .“k - ‘.h‘. i lHI .‘M |HH‘. lH\l I ‘l‘. .“iH‘l‘. .‘.T \‘I -
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
212.0
11.80 12.00 12.20 12.40
5000 m/z 106.05 39.02%
196.0
0 77.0 128.0 154.0 180.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71375: Naphthalene, 6-methoxy-2-(1-buten-3-yl)-
197.0 11.80 12.00 12.20 12.40
m/z 118.05 38.74Y%
5000 165.0
115.0 181.0 218.0
o200 o0 seo NP0 M0 | 7 AT
m/z--> 200 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40

8270-BF072517.M Wed Aug 09 19:01:48 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 15 unknownl13.00 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.00 7.98 ng 269671 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Tri-t-butvlbenzenethiol 278 C18H30S 000961-39-7 49
2 Lvcopodan-5-one. 12-hvdroxv-15-m... 263 C16H25N02 021061-90-5 46
3 2-(3-Methoxv-5-methvlbenzvlidene... 278 C19H1802 113649-25-5 38
4 Lvcopodan-5-one. 12-hydroxy-15-m... 263 C16H25N02 006900-92-1 38
5 Para-fluorofentanyl 354 C22H27FN20 090736-23-5 22
Abundance Scan 1906 (12.998 min): BF097477.D (-1903) (-) m/z 263.20 100.00%
268.2
124.1
5000 165.1 207.1

39.0 63.0 12.60 12.80 13.00 13.20 13.40

o m/z 278.20 70.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126135: 2,4,6-Tri-t-butylbenzenethiol
263.0
57.0
5000 | BLLILEN NNLINL L L LI L LB LA L
12.60 12.80 13.00 13.20 13.40
0
29.0 1020 151.0 207.0 m/z 124.10 53.55%
0 ‘ ! 7. O L :\I-2\4 0 \‘ }175 0 ‘23:\[ -0 | ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
190.0 268.0
T T
152.0 12.60 12.80 13.00 13.20 13.40
5000 124.0 m/z 165.05 51.07%
55.0 220.0
96.0
242.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126147: 2-(3-Methoxy-5-methylbenzylidene)-7-methylindan-1-on
263.0 12.60 12.80 13.00 13.20 13.40
m/z 207.05 43.64%

5000

191.0

7.0 1150\1\3\90 16\50‘ 1T \‘ L.
Ot e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40

8270-BF072517.M Wed Aug 09 19:01:49 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 16 1-Heneicosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.42 9.49 ng 320881 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 l1-Heptacosanol 396 C27H560 002004-39-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 1978 (13.421 min): BF097477.D (-1974) (-) m/z 55.00 100.00%
4l0
83.0
5000
I”S ! "'1320 13.40 13.60 13.80
1542 : : : :
o L4542 2ot s | m/z 57.00 99.65%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55,0
5000 UL UL B UL R
Bmmmmmnm
m/z 43.05 98.63%
ol 260) |, \‘ H ‘H‘ | ‘3? 91680 2100 26602950
m/z--> 50 200 2éo 360 3%0
Abundance
57.0 (97.0
"'1320 13.40 13.60 13.80
5000 m/z 83.05 76.41%
139.0
0 27.0 168.0 209.0238.0 278.0308.0 348.0378.0
L L L L L L L DL L L L L UL
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 B L e B e
57.0 (97.0 13.20 13.40 13.60 13.80
m/z 97.10 75.76%
5000
L
o 200 LIk 4 44 1680 21002380 278.0308.0337.0
m/z--> 50 100 150 200 250 300 350 Bmmmmmnm

8270-BF072517.M Wed Aug 09 19:01:49 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 17 4,4*-Diaminobenzophenone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.79 7.26 ng 245324 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4 -Diaminobenzophenone 212 C13H12N20 000611-98-3 97
2 m-Aminobenzanilide 212 C13H12N20 016091-26-2 87
3 3.3"-Diaminobenzophenone 212 C13H12N20 000611-79-0 59
4 Benzoic acid. 2-amino-. phenvl e... 213 C13H11NO2 010268-69-6 53
5 1-Propanone, 1-(2-aminophenyl)-2... 177 C11H15NO 065374-14-3 50

Abundance Scan 2041 (13.792 min): BF097477.D (-2037) (-) m/z 120.10 100.00%

120.1
5000 92.1 212.1
65.0

39.0 13. 40 13. 60 13. 80 14. OO 14. 20
156.2 183.1
Obrrrprrehrtr b e 2y oy eb el e e 2282 | Tm/z 212.10  51.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71004: 4,4'-Diaminobenzophenone
120.0
212.0
5000
92.0 13.40 13.60 13.80 14.00 14.20
65.0 m/z 92.10 40.03%

0170390 | 1560 1830, |
T T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

120.0

92.0 13.40 13.60 13.80 14.00 14.20

: 0
5000 2120 m/z 65.00 28.14%
65.0
39.0
0 17.0 166.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71007: 3,3-Diaminobenzophenone R mammm e SR S
120.0 212.0 13. 40 13. 60 13. 80 14. OO 14. 20
92.0 m/z 211.10 14.61%
5000 65.0
39.0 184.0
NS WO S SOV O R 1 Y N B L SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. OO 14. 20

8270-BF072517.M Wed Aug 09 19:01:50 2017

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097477.D

Aca On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 1-(4-Methoxyphenyl)-3-pheny... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.90 5.31 ng 179503 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(4-Methoxvphenv)-3-phenvl-2-p... 252 C16H16N20 002535-59-3 81
2 Methanone. (2-aminophenvI)(2.3-d... 238 C15H14N20 021859-87-0 47
3 Benzenamine. 4-(3-phenvl-1.2.4-0... 237 C14H11N30 054494-12-1 46
4 4" -(tert-Butv)-2-hvdroxvstilbene 252 C18H200 1000148-06-3 38
5 Benzoic acid, 4-amino-, hydrazide 151 C7HON30 005351-17-7 35
Abundance Scan 2059 (13.898 min): BF097477.D (-2056) (-) m/z 237.10 100.00%
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Abundance #104036: 1-(4-Methoxyphenyl)-3-pheny!l-2- pyrazolme
2.0
5000 LR B UL UL BUL
120.0 13.60 13.80 14.00 14.20
770 m/z 120.05 77.24%
2 P AN TP LN I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
120.0
13.60 13.80 14.00 14.20
5000 65.0 m/z 91.95 34.30%
92.0
39.0 238.0
ol 163.0 192.0
L R R R L LA LA LAY AR LR AR LARAN LR SRR LARRN LR BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91474: Benzenamine, 4-(3-phenyl-1,2,4-oxadiazol-5-yl)-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080817\
Data File : BF097477.D

Acq On : 8 Aug 2017 19:20

Operator : SJ/JU

Sample - 14555-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
unknown6 .20 6.20 14.9 ng 417024 1 6.41 558637 20.0
2-Pyrrolidinone, ... 6.61 7.6 ng 212720 1 6.41 558637 20.0
Aniline, N-methyl- 6.82 53.7 ng 1501180 1 6.41 558637 20.0
unknown7 .10 7.10 103.6 ng 3980190 2 7.69 768535 20.0
Benzenamine, N-et... 7.27 38.3 ng 1473360 2 7.69 768535 20.0
N,N-Diethylaniline 7.88 145.5 ng 5590560 2 7.69 768535 20.0
4-Chloroaniline, ... 8.36 9.7 ng 372170 2 7.69 768535 20.0
Undecanoic acid 9.68 4.1 ng 182609 3 9.43 886145 20.0
Ethanone, 1-(4-hy... 10.54 6.0 ng 267832 4 10.90 888612 20.0
Urea, N,N*-dimeth... 11.06 11.1 ng 492968 4 10.90 888612 20.0
Tacrine 11.45 14.7 ng 654737 4 10.90 888612 20.0
n-Hexadecanoic acid 11.47 8.3 ng 366470 4 10.90 888612 20.0
unknownl12.11 12.11 11.2 ng 498254 4 10.90 888612 20.0
unknown13.00 13.00 8.0 ng 269671 5 13.53 675906 20.0
1-Heneicosanol 13.42 9.5 ng 320881 5 13.53 675906 20.0
4,4"-Diaminobenzo... 13.79 7.3 ng 245324 5 13.53 675906 20.0
1-(4-Methoxypheny... 13.90 5.3 ng 179503 5 13.53 675906 20.0
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