LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : J5930-01 32727-45914?-21716
isc :

ALS Vial : 6 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-BF110818 .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 2.240 22 26 40 rVB 92485 157487 2.30% 0.244%
2 5.563 587 591 613 rBY 1880852 1951576 28.56% 3.025%
3 6.575 758 763 766 rBY 1035704 1463983 21.43% 2.269%
4 6.610 766 769 783 rVV 1112187 2148848 31.45% 3.330%
5 6.716 783 787 803 rVB 1694024 2240011 32.78% 3.472%
6 6.945 822 826 837 rVB 451013 548423 8.03% 0.850%
7 7.104 845 853 866 rBY 1045647 1615744 23.65% 2.504%
8 7.534 919 926 938 rBV2 345131 1519354 22.24% 2.355%
9 7.634 939 943 952 rVB3 99035 237275 3.47% 0.368%
10 7.804 965 972 973 rBVY 1335568 2575466 37 .69% 3.991%

11 8.045 1006 1013 1018 rBV3 71101 207499 3.04% 0.322%
12 8.239 1040 1046 1048 rBvV 105731 206413 3.02% 0.320%
13 8.675 1117 1120 1121 rVV 876872 486033 7.11% 0.753%
14 8.692 1121 1123 1130 rVB2 698210 591559 8.66% 0.917%
15 8.792 1137 1140 1142 rBV 727076 511864 7.49% 0.793%

16 8.916 1158 1161 1164 rVB2 434049 394124 5.77% 0.611%
17 8.998 1169 1175 1177 rBv4 110647 161954 2.37% 0.251%
18 9.034 1178 1181 1185 rVB2 213764 235513 3.45% 0.365%
19 9.139 1195 1199 1203 rVB2 197584 218460 3.20% 0.339%
20 9.239 1213 1216 1218 rVB 535610 420642 6.16% 0.652%

21 9.316 1225 1229 1232 rBV 2682100 2154480 31.53% 3.339%
22 9.369 1235 1238 1241 rBV 177978 200323 2.93% 0.310%
23 9.398 1241 1243 1247 rVV2 184224 180907 2.65% 0.280%
24 9.610 1276 1279 1283 rVB2 142785 133270 1.95% 0.207%
25 9.686 1287 1292 1296 rVvVv4 574380 763248 11.17% 1.183%

26 9.892 1324 1327 1331 rVB3 118480 123119 1.80% 0.191%
27 9.992 1341 1344 1347 rBV 782367 702659 10.28% 1.089%
28 10.228 1379 1384 1389 rVB3 102954 157323 2.30% 0.244%
29 10.275 1389 1392 1394 rBV 238709 241348 3.53% 0.374%
30 10.498 1425 1430 1433 rBV 3391413 2988998 43.75% 4.632%

31 10.610 1445 1449 1452 rBV 195756 190187 2.78% 0.295%
32 10.780 1474 1478 1481 rBV 1403147 1330642 19.47% 2.062%
33 10.886 1489 1496 1499 rBV 2721391 2609703 38.19% 4.045%
34 11.375 1576 1579 1584 rVB 139618 131838 1.93% 0.204%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39 Instrument :

Operator : JU/SJ (B.‘,'I\:gﬁ't:Sam ol

3&}”‘0'6 : J5930-01 32727-45914?-21716
isc :

ALS Vial : 6 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.480 1593 1597 1599 rBV 776458 724595 10.60% 1.123%

36 11.622 1617 1621 1626 rBV 604645 492334 7.21% 0.763%
37 11.786 1646 1649 1652 rBV 160477 136001 1.99% 0.211%
38 11.822 1652 1655 1659 rVB 425904 328776 4.81% 0.510%
39 12.010 1684 1687 1691 rVB2 377311 349940 5.12% 0.542%
40 12.398 1747 1753 1761 rVB2 152414 256052 3.75% 0.397%

41 12.586 1781 1785 1788 rVB 194461 175233 2.56% 0.272%
42 12.704 1795 1805 1809 rBV3 310322 569619 8.34% 0.883%
43 12.998 1853 1855 1859 rVB2 145260 124637 1.82% 0.193%
44 13.063 1859 1866 1869 rBV 1730239 1776471 26.00% 2.753%
45 13.239 1891 1896 1899 rBV3 129819 171218 2.51% 0.265%

46 13.327 1907 1911 1914 rBV 218726 202435 2.96% 0.314%
47 13.463 1930 1934 1936 rBV2 208907 230156 3.37% 0.357%
48 13.545 1945 1948 1954 rVB2 133400 153293 2.24% 0.238%
49 13.604 1954 1958 1961 rBV 503774 457352 6.69% 0.709%
50 13.863 1997 2002 2005 rBV2 371045 393138 5.75% 0.609%

51 13.904 2005 2009 2012 rVB 605375 579454 8.48% 0.898%
52 13.933 2012 2014 2020 rBV3 122595 141580 2.07% 0.219%
53 14.104 2040 2043 2045 rBV 260366 254856 3.73% 0.395%
54 14.127 2045 2047 2050 rvVv 547005 572458 8.38% 0.887%
55 14.168 2050 2054 2059 rvVv 956003 1011492 14.80% 1.568%

56 14.227 2059 2064 2067 rVV 3077696 3007567 44.02% 4.661%
57 14.263 2067 2070 2076 rVB3 289838 291126 4._.26% 0.451%
58 14.380 2087 2090 2091 rBV 310223 267983 3.92% 0.415%
59 14.404 2091 2094 2098 rVV 1408207 1284011 18.79%% 1.990%
60 14.468 2102 2105 2111 rVB 438733 444553 6.51% 0.689%

61 14.716 2144 2147 2155 rVB4 221101 302562 4.43% 0.469%
62 15.039 2198 2202 2205 rBV 112608 124345 1.82% 0.193%
63 15.221 2227 2233 2238 rBV2 189694 350903 5.14% 0.544%
64 15.263 2238 2240 2246 rVB 104670 134770 1.97% 0.209%
65 15.339 2250 2253 2258 rVV 141157 165276 2.42% 0.256%

66 15.404 2258 2264 2270 rVB 1187908 1496788 21.91% 2.320%
67 15.574 2287 2293 2297 rVB2 431172 604412 8.85% 0.937%
68 15.657 2303 2307 2315 rVB 316239 427357 6.25% 0.662%
69 15.798 2327 2331 2339 rVB3 88637 180353 2.64% 0.280%
70 15.904 2344 2349 2355 rBV 180569 256430 3.75% 0.397%

71 16.139 2382 2389 2399 rVB2 324554 602584 8.82% 0.934%

8270-BF110818.M Thu Nov 15 11:08:02 2018 Page: 2



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 16.410 2421 2435 2438 rBVY 2762415 6832771 100.00% 10.590%
73 16.686 2475 2482 2496 rVB 557966 1081343 15.83% 1.676%
74 16.957 2523 2528 2536 rVB 177029 332768 4.87% 0.516%
75 17.545 2622 2628 2640 rVB 145096 320766 4 .69% 0.497%

76 17.745 2654 2662 2672 rVB9 82679 262428 3.84% 0.407%
77 18.456 2761 2783 2795 rVB2 1717489 6587841 96.42% 10.210%
78 18.874 2848 2854 2866 rVB7 84770 263601 3.86% 0.409%

Sum of corrected areas: 64523901
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
BF110765.D

14 Nov 2018 15:39

Ju/sJ

J5930-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

32727-45914

-21716

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF110765.D

5.56

6.72

’E\; 6.9
A

7.10

Time-->

2.24 k
0

2.50 3.00 3.50 4.00 4.50 5.00 5.50

"L

7.5863

7.00 7.50

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

20000004 7.

Time-->

TIC: BF110765.D

10.00 10.50 11.00

12.50

12.402.88.70 13,

13.06

13134
13.00

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

1314580 1
075

TIC: BF110765.D

14.23 16.41

14.40 15.40

417
0311%‘ 3@4 16.69

. 26j847 55235)@(11 5 16.14 .
% irirow ﬁﬁmAlﬁJ&@%g? 5 3 16,96

17.547.74

18.46

18.87

Time--> 13.50

14.00 14.50 15.00 15.50 16.00 16.50 17.00

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 6

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

6.72 81.69 ng 2240010 1,4-Dichlorobenzene-d4 6.95
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 788 (6.722 min): BF110765.D (-783) (-) m/z 132.00 100.00%
132.0
5000 68.0 ﬂ\‘
96.0 PUASERESARNE RARRERALE
40.0 54.0 6.40 6.60 6.80 7.00
0 gL0 e m/z 68.05 37.49%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA SR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.41%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 23.26%
s 0o | ||
0'"'I'“W'k”"'u""I'h"l""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.62%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R EE R L AR R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Methanamine, N-(1-phenyleth... Concentration Rank 17

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

7.63 22.99 ng 237275 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanamine. N-(1l-phenvlethvlide... 133 C9H11N 006907-71-7 59
2 Ethanone. 1-phenvl-. o-(4-coumar... 279 C17H13NO3 034605-11-3 33
3 Benzonitrile. 4-amino- 118 C7H6N2 000873-74-5 9
4 Benzofuran 118 C8H60 000271-89-6 9
5 2-Methylindoline 133 C9H11N 006872-06-6 9

Abundance Scan 942 (7.628 min): BF110765.D (-939) (-) m/z 118.05 100.00%

77.0 118.1
5000
43.1

7.20 7.40 7.60 7.80 8.00
o’ m/z 77.00 82.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14798: Methanamine, N-(1-phenylethylidene)-
118.0
5000

7.20 7.40 7.60 7.80 8.00

77.0
56.0 m/z 57.10 57.46%
28.0 ] | |
o] it 0 PR N A S
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
R AEEaE e L
7.20 7.40 7.60 7.80 8.00
5000 m/z 133.05 34.75%
51.0
o | ‘ | 140.0162.0  202.0 238.0  279.0
e e e R e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8930: Benzonitrile, 4-amino-
118.0 7.20 7.40 7.60 7.80 8.00
m/z 43.10 31.08%
5000
91.0
41.0 Gﬁo
M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Benzenamine, N-ethyl- Concentration Rank 3

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

7.80 249.55 ng 2575470 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. N-ethvl- 121 C8H11N 000103-69-5 97
2 Benzenamine. 2-ethvl- 121 C8H11N 000578-54-1 91
3 2.6-Xvlidine 121 C8H11N 000087-62-7 72
4 m-Ethvlaniline 121 C8H11N 000587-02-0 72
5 Benzenamine, 4-ethyl- 121 C8H11N 000589-16-2 64

Abundance Scan 971 (7.798 min): BF110765.D (-965) (-) m/z 106.05 100.00%
106.1
5000 /\
121.1
77.0 MBS BN
390 910 650 91.0 7.40 7.60 7.80 8.00 8.20
Obrrr et et et e e e || Mz 121.05 34 .69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9574 Benzenamine, N-ethyl-
106.0
w000 1210 10 160 180 850 650
77.0 m/z 77.00 22 .42%

51.0 650
| 150 270 %90 0 80 | g0 | |
B A B o o o o e o e R SRS R R E R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9582: Benzenamine, 2-ethyl-
106.0

740 7.60 7.80 8.00 8.20

5000 m/z 79.05 11.35%
121.0
390 77.0
50 %090 0 w0 || w0 |
0...,....,...‘.,....,....ﬁ....,.‘...,....,....,....,.‘.  RAAmEASEEEE

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9554 2,6-Xylidine P T
106.0 121.0 740 7.60 7.80 8.00 8.20

m/z 51.00 10.53%

5000
c10 %O'”O mo
39.0
ol 15.0 280 =7 0 ] IR T
i R R R A A o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Benzenamine, N-ethyl-N-methyl- Concentration Rank 20

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

8.05 20.11 ng 207499 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. N-ethvl-N-methvl- 135 C9H13N 000613-97-8 94
2 Benzenamine. N-ethvl-3-methvl- 135 C9H13N 000102-27-2 80
3 N-Ethvl-p-toluidine 135 C9H13N 000622-57-1 80
4 Benzenamine. N-(l-methvlethvl)- 135 C9H13N 000768-52-5 80
5 Benzenamine, 2-ethyl-6-methyl- 135 C9H13N 024549-06-2 74

Abundance Scan 1014 (8.051 min): BF110765.D (-1006) (-) m/z 120.05 100.00%
120.1
5000
77.0 135.1
51.0 105.1 7.80 8.00 8.20 8.40
39.0 ’ 65.0 91.0 . . . .
0 --.----.----.----'.=---i'=-'--.--'--i---!'i----.'-'-'--.-'!L-.---! lrrritbrasie . m/z 135.10  29.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15621: Benzenamine, N-ethyl-N-methyl-
120.0
5000 RN UL UL LR
270 780 8.00 8.0 8.40
' 104.0 135.0 m/z 77.00 26.40%
o monowO%OGM)L 90 ,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15618: Benzenamine, N-ethyl-3-methyl-
120.0
©7.80 8.00 8.20 840
0
5000 135.0 m/z 105.05 18.17%
91.0
0 270390510 6‘5\0 77\0 Il 1060 1l 1h
m/z--> 10 20 30 40 55 60 70 80 gb 100 110 120 130 140 150
Abundance #15571: N-Ethyl-p-toluidine R ERREE s
120.0 7.80 8.00 8.20 8.40
m/z 104.00 14.21%
5000 135.0
770 0
0 15.0 270390510 65\0 ‘ in 10\60 il N
iz 10 % 3 40 B 6 70 8 o0 100 110 120 150 140 10 ©7.80 8.00 8.20 840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2,3-Dihydro-4,4-dimethylind... Concentration Rank 13

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

8.67 47.09 ng 486033 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dihvdro-4.4-dimethvlindole-4... 177 C10H11NO2 087234-76-2 64
2 4(1H)-Pteridinone. 2-methvl- 162 C7H6N40 034244-78-5 53
3 1H-Isoindole-1.3(2H)-dione. 5-am... 162 C8H6N202 003676-85-5 50
4 Furan. 2-(2-furanvimethvl)-5-met... 162 C10H1002 013678-51-8 50
5 N,N,N",N"-Tetraethyl-1,2-dipheny... 324 C22H32N2 1000193-13-1 50

Abundance Scan 1119 (8.669 min): BF110765.D (-1117) (-) m/z 162.10 100.00%
16p.1
5000
77.0 1201 148.1
51.0 OO0 e I 1341 1rr.2 8.40 8.60 8.80 9.00
o Il Wz 120.10  27.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43178: 2,3-Dihydro-4,4-dimethylindole-4-ol-2-one
162.0177.0
5000

8.40 8.60 8.80 9.00
m/z 118.10 25.79%

77.0 116.0, . 1440
S <SR s OB i .. PN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32607: 4(1H)-Pteridinone, 2-methyl-
‘Z.
2.0 162.0 .
e A
8.40 8.60 8.80 9.00
5000 m/z 148.10 18.15%
66.0 93.0 118.0 135.0
M $ A ‘\ b
0...,...w....,...., el el
m/z--> 20 60 80 100 120 140 160 180
Abundance #32721: 1H-Isoindole-1,3(2H)-dione, 5-amino- R R ma
162.0 8.40 8.60 8.80 9.00
m/z 77.00 17.26%
5000 91.0
119.0
41.0 630
0 270 | . )L 770 | 1050 | 133.0147.0 |
,,,,,,,,, e
m/z--> 20 40 80 100 120 140 160 180 8.40 8. 60 8. 80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octane, 2,6-dimethyl- Concentration Rank 10

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

8.69 57.32 ng 591559 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
2 Sulfurous acid. butvl 2-ethvlhex... 250 C12H2603S 1000309-18-8 64
3 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 64
4 Oxalic acid. 2-ethvlhexvl ethvl ... 230 C12H2204 1000309-38-4 64
5 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 64

Abundance Scan 1123 (8.692 min): BF110765.D (-1121) (-) m/z 57.10 100.00%
57.1
5000
411
85.1 113.1 8.40 8.60 8.80 9.00
o bl 22001552 18321982 1 Tzo 7110 70.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57.0
5000 t_,ﬂdvkvwkw~«ﬂ
0 8.40 8.60 8.80 9.00
a m/z 43.10 54_60%
85.0 113.0
oL 15.0 LT 142.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #101977: Sulfurous acid, butyl 2-ethylhexyl ester
57.0
840 860 8.80 9.00
5000 m/z 41.10 30.19%
41,0
ol 26D ‘H 4 80 1130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48876: Undecane, 6,6-dimethyl-  EAmEmEEE
57.0 8.40 8.60 8.80 9.00
m/z 56.05 19.99%
5000
4100 113.0
o 26.0 \ J, 720 970 | 1410  170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF110818.M Thu Nov 15 11:08:07 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown8.79 Concentration Rank 12

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

8.79 49.60 ng 511864 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropvl-6-methvlaniline 149 C10H15N 005266-85-3 49
2 Benzenamine. 2.6-diethvl- 149 C10H15N 000579-66-8 46
3 Benzenamine. 4-chloro-N.N-diethvl- 183 C10H14CIN 002873-89-4 35
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 30
5 N,2,4,6-Tetramethylbenzenamine 149 C10H15N 013021-14-2 30

Abundance Scan 1140 (8.792 min): BF110765.D (-1137) (-) m/z 134.10 100.00%
134.1
119.1 168.1
5000 149.1
77.0
51.0 104.0 183.1 8.40 8.60 8.80 9.00 9.20
o b Tm/z 168.10  64.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23365: 2-1sopropyl-6- methylanlllne
34.0
5000 USRI S L L R
149.0 840 860 880 9.00 9.20
m/z 119.10 57 .73%
119.0
Jiso 0 o oo PO ||
m/z--> 25 Jo eb 80 160 120 140 160 180 200
Abundance #23361: Benzenamine, 2,6-diethyl-
134.0
8.40 860 8.80 9.00 9.20
m/z 149.10 48 .32%
5000 149.0 z (
119.0
390 50 h
Ouuuluuuu‘l“uu“l‘uﬁ“‘ ||H|||‘=‘||‘N||w|||l‘||||‘||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47884: Benzenamine, 4-chloro-N,N-diethyl- e
168.0 8.40 860 8.80 9.00 9.20
m/z 140.00 38.68%
5000
140.0 183.0
111.0
Lom s moe e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 860 8.80 9.00 9.20

8270-BF110818.M Thu Nov 15 11:08:08 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Benzenamine, N,N-diethyl-3-.._. Concentration Rank 15

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

8.92 38.19 ng 394124 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. N.N-diethvl-3-methvl- 163 C11H17N 000091-67-8 96
2 Benzenamine. N.N-diethvl-4-methvl- 163 C11H17N 000613-48-9 95
3 2.5-Dimethoxvbenzonitrile 163 C9HINO2 005312-97-0 81
4 Benzenamine. N.N-diethvl-2-methvl- 163 C11H17N 000606-46-2 80
5 Ethanol, 2-[ethyl(3-methylphenyl... 179 C11H17NO 000091-88-3 64

Abundance Scan 1162 (8.922 min): BF110765.D (-1158) (-) m/z 148.10 100.00%
148.1
57.1 ////L
5000
163.1 A
rrrrrrTrTTTTrT T T T T T
8.60 8.80 9.00 9.20
o 170 m/z 57.10 70.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32919: Benzenamine, N,N-diethyl-3-methyl-
148.0
5000
120.0 163.0 8.60 8.80 9.00 9.20
91.0 : m/z 120.10 39.10%
150 20 510 550 | 105.0 J 1340 || |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32920: Benzenamine, N,N-diethyl-4-methyl-
148.0
8.60 8.80 9.00 9.20
5000 m/z 163.10 33.15%
120.0 163.0
91.0
0 14'0 2%.0 1 517.0 65‘.0 | i 105.0 “\ 13\\4..0 ‘ 1|
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33151: 2,5-Dimethoxybenzonitrile
148.0 8.60 8.80 9.00 9.20
163.0 m/z 71.10 27 .11%
5000
120.0
65.0 79.0
0 26.0 u 5:\I\“u0 ‘H‘\ m“ | 105'0 134.0 | |
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF110818.M Thu Nov 15 11:08:08 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Quinoline, 2-methyl- Concentration Rank 18

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

9.03 22.82 ng 235513 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline., 2-methvl- 143 C10HON 000091-63-4 97
2 Quinoline. 4-methvl- 143 C10HON 000491-35-0 90
3 Isoquinoline. 1-methvl- 143 C10HON 001721-93-3 90
4 l1soaquinoline. 3-methvl- 143 C10HON 001125-80-0 83
5 2-Naphthalenamine 143 C10H9N 000091-59-8 81

Abundance Scan 1180 (9.028 min): BF110765.D (-1178) ( ) m/z 143.10 100.00%
148.
5000
6.1 115.0128.0 RS s s R R
g1 8.60 8.80 9.00 9.20 9.40
Obrprrrr i 159.0 1730 m/z 115.00 22.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #20085: Quinoline, 2-methyl-
148.0
5000 RS AR LR A A
8.60 8.80 9.00 9.20 9.40
115.0128.0 m/z 128.00 20.08%
o210 51.0 75.0 gg o 101.0 '
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #20078: Quinoline, 4-methyl-
143.0
8.60 880 9.00 9.20 9.40
5000 m/z 142.10 15.23%
115.0
26.0 39.0 ‘6u)mosmump , 1280 ||
m/z--> 20 30 45 55 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #20098: Isoquinoline, 1-methyl-
143.0 8.60 8.80 9.00 9.20 9.40
m/z 125.10 14 .04%
5000
115.0
260 300 580 750 gggloro | B0
m/z--> 20 30 40 5'0 60 7'0 8IO 9'0 1(')0 110 120 130 140 150 160 170 180 8.60 880 9.00 9.20 9.40

8270-BF110818.M Thu Nov 15 11:08:09 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Diethyl-_alpha.-naphthylamine Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.50 85.08 ng 2989000 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl-_alpha.-naphthvlamine 199 C14H17N 000084-95-7 98
2 2-Dibenzofuranol 184 C12H802 000086-77-1 47
3 Dibenzo-p-dioxin 184 C12H802 000262-12-4 47
4 3-Phenvl-p-anisidine 199 C13H13NO 056970-26-4 47
5 Fuberidazole 184 C11H8N20 003878-19-1 46

Abundance Scan 1430 (10.498 min): BF110765.D (-1425) (-) m/z 184.10 100.00%
184.1
5000
1971 1541
56.0 1020 10140 10 60 10.80
. 390 ], 71,0 011 200.1 10.20 10.40 10.60 10.80 '
T e m/z 199.10 37 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60569: Diethyl-.alpha.-naphthylamine
184.0
5000 LR DU BN UL SR
1970 1540 199.0 10,20 10.40 10.60 10.80
56.0 : m/z 154.05 35.54%
o 14.0 29.0 77.0 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48772: 2-Dibenzofuranol
184.0
10.20 10.40 10.60 10.80
5000 m/z 127.05 30.90%
128.0
51.0 92.0 155.0
0 ...,%%9.1..ﬁu,*:.iﬂ?..l.p@%QQ,.“..,...‘:,....,‘...,..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48771: Dibenzo-p-dioxin N B e e
184.0 10.20 10.40 10.60 10.80
m/z 128.05 21.99%
5000
92.0 128.0
ol 260 I | |
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BF110818.M Thu Nov 15 11:08:10 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

Sample : J5930-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 1-Naphthalenamine, N-ethyl- Concentration Rank 7

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

10.89 72.03 ng 2609700 Phenanthrene-d10 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenamine. N-ethvl- 171 C12H13N 000118-44-5 99
2 Urea. 1l-ethvl-1-(1-naphthvI)-2-t._.. 230 C13H14N2S 004366-50-1 91
3 1.2.3.3a-Tetrahvdropentalene. 1.... 171 C12H13N 1000217-17-0 90
4 2-Naphthalenamine. N-ethvl- 171 C12H13N 002437-03-8 74
5 1-Naphthalenamine, N,N-dimethyl- 171 C12H13N 000086-56-6 55

Abundance Scan 1497 (10.892 min): BF110765.D (-1489) (-) m/z 156.10 100.00%
15 ).1171.1
5000
10.60 10.80 11.00 11.20
0 m/z 171.10 82.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39086: 1-Naphthalenamine, N-ethyl-
153.0171.0
5000 LN N S N N B I N
10.60 10.80 11.00 11.20
m/z 129.10 52.83%
04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85958: Urea, 1-ethyl-1-(1-naphthyl)-2-thio-
156.0
171.0 IIIIIIIIIIIIIIIIIIIIII
129.0 10.60 10.80 11.00 11.20
5000 m/z 128.05 31.50%
77.0
0 29.0 517'0 L, ! | 101.0 . \‘ 1 ‘\\ |
i B A I e e B L i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39116: 1,2,3,3a-Tetrahydropentalene, 1,1-dimethyl-3-cyano...
156.0 10.60 10.80 11.00 11.20
m/z 115.05 27.83%
5000 171.0
129.0
39.0
L0 L Moy
oY P Y R PPN RSO Y | NN Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BF110818.M Thu Nov 15 11:08:10 2018

32727-45914-21716

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl13.90 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.90 20.24 ng 579454 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2-cvano-2-I3.4-dihvdr... 268 C14H12N402 1000260-17-5 46
2 Benzolblll.8Tnaphthvridine. 5-am... 251 C16H17N3 1000302-04-6 41
3 2H-1.3.4-Benzotriazepin-2-one. 1... 251 C15H13N30 002855-57-4 38
4 1.4-Benzenedicarboxvlic acid. et... 266 C13H1804Si 1000282-52-6 32
5 2,27,4,47,6,6"-Hexamethylbenzoph... 266 C19H220 005623-45-0 25
Abundance Scan 2008 (13.898 min): BF110765.D (-2005) (-) m/z 267.15 100.00%
26Y.1

5000

77.0 207.1 237.2

42.0 165.1 13.60 13.80 14.00 14.20

m/z 251.20 76 .06%

04

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #117000: Acetamide, 2-cyano-2-[3,4-dihydro-2-(2-hydroxyphe...
251.0

5000
13.60 13.80 14.00 14.20

m/z 134.10 46.83%

44.0 g4 9 910 1200 223.0

143.0 169.0 194.0

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103199: Benzo[b][1,8]naphthyridine, 5-amino-7-ethyl-2,4-d...
2511.0
13.60 13.80 14.00 14.20
5000 m/z 268.20 45_.28%
223.0
0 4\2‘ 0 77\ 0 1180 140.0 166 0 . 194 0 Il u“ ‘
R A A e AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103130: 2H-1,3,4-Benzotriazepin-2-one, 1,3-dihydro-7-meth...
251.0 13.60 13.80 14.00 14.20
m/z 282.15 45_.06%
5000
77.0 208.0
104.0
g8 220 L L L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF110818.M Thu Nov 15 11:08:11 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2,6-Di-tert-butyl-4-(2,4-di... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.23 105.08 ng 3007570 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanone. bisl4-(diethvlamino)p... 324 C21H28N20 000090-93-7 91
2 2.6-Di-tert-butvl-4-(2.4-dimethyv... 324 C23H320 203786-39-4 50
3 2-Propenoic acid. 3-T4-IT(4-meth... 309 C19H19NO3 006421-30-3 47
4 l1sonipecotic acid. N-methacrvlov... 309 C18H31NO3 1000360-95-9 47
5 Benzoic acid, 4-[(tert-butyldime... 366 C19H3403Si2 078324-14-8 45
Abundance Scan 2064 (14.227 min): BF110765.D (-2059) (-) m/z 309.25 100.00%
309.3
5000
1471 265.1 R e
1191 1 1764 2211 14.00 14.20 14.40 14.60
N L0 B oo S U, ot W ',,l m/z 310.25  24.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164489: Methanone, bis[4-(diethylamino)phenyl]-
309.0
5000 RN BRI SUURULN B B
14.00 14.20 14.40 14.60
r00 132.0 537 o 2650 m/z 324.30 21.89%
. 77.0 104.0 ) 17§0 2000 2] | "
m/z--> %b&%@@mmmmmmmmmﬁ
Abundance #164574: 2,6-Di-tert-butyl-4-(2,4-dimethylbenzyl)phenol
309.0
119.0 e e e
14.00 14.20 14.40 14.60
5000 57.0 m/z 265.15 21.39%
910 267.0
550
ool b 5 im0 02050 270 270 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152119: 2-Propenoic acid, 3-[4-[[(4-methoxyphenyl)methyle... R Ea B
300.0 14.00 14.20 14.40 14.60
m/z 147.10 13.24%
5000
237'02640
200 650 1010125301‘5ﬁ30 1920 '
iz 2 40 B 85 106 100 100 150 155 700 230 240 240 20 200 o 14.00 14.20 14.40 14.60

8270-BF110818.M Thu Nov 15 11:08:12 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl1l4.40 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.40 44 .86 ng 1284010 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5-Triamino-1H-pvrrole-3.4-di... 162 C6H6N6 075610-90-1 38
2 Benzoic acid. 2-isopropvlamino-.... 221 C13H19NO2 1000375-47-2 38
3 (1-0x0-1.3-dihvdro-isoindol-2-vI... 191 C10H9NO3 1000318-03-4 32
4 3-(NitromethvDphthalide 193 C9H7NO4 003598-68-3 27
5 4-Hydroxy-1,8-naphthyridine 146 C8H6N20 054569-29-8 25
Abundance Scan 2093 (14.398 min): BF110765.D (-2091) (-) m/z 146.10 100.00%
146.1
5000
118.1 A
77.0 176.1 307.1 LRI BN B B B
266.1 14.00 14.20 14.40 14.60 14.80
0 ...,....,‘L?.l..o,..::l,..1..,!'-...',..J.l.,.rl..,-...-!,...?o.‘?.l. 25 bbb m/Z 162.10  45.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32522: 1,2,5-Triamino-1H-pyrrole-3,4-dicarbonitrile
146.0
5000 Auj\uu
14.00 14.20 14.40 14.60 14.80
430 770 m/z 118.05 25.86%
104.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #78245: Benzoic acid, 2-isopropylamino-, isopropyl ester
146.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 160.10 22.10%
w06$\%0um ‘ fmn 221.0
ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53655: (1-Oxo-1,3-dihydro-isoindol-2-yl)-acetic acid
146.0 14.00 14.20 14.40 14.60 14.80
m/z 147.10 20.83%
5000 91.0 191.0
118.0
STl I
O T PP Y [ A e e e e b A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 s-Triazolo[4,3-a]pyrazine, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.40 70.05 ng 1496790 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 s-Triazolol4.3-alpvrazine. 3-eth... 176 C9H12N4 019848-81-8 59
2 Acetic acid. 2-(4-morpholvD)-2-p... 249 C14H19NO3 022083-23-4 45
3 Phenol. 4-1(5.6.7.8-tetrahvdro-1... 283 C17H17NO3 034168-00-8 45
4 Benzaldehvde. 3-(l-adamantvl)-4-.._.. 311 C21H29NO 1000272-22-6 40
5 Benzenamine, 4-fluoro-N-[4-(4-mo... 286 C17H19FN20 1000272-79-7 39
Abundance Scan 2263 (15.398 min): BF110765.D (-2258) (-) m/z 176.05 100.00%
176.1
5000
910 1331 346.2 15.00 15.20 15.40 15.60 15.80
0320 800 btk 2032 2371 27323012 R Tyz 177.05  13.42%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #43017: s-Triazolo[4,3-a]pyrazine, 3-ethyl-5,8-dimethyl-
53.0 176.0
5000 UL AR UL R
800 1200 15.00 15.20 15.40 15.60 15.80
m/z 133.10 8.22%
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #101365: Acetic acid, 2-(4-morpholyl)-2-phenyl-, ethyl ester
176.0
15.00 15.20 15.40 15.60 15.80
5000 m/z 132.05 4.75%
91.0
40.0 65.0 | 11709449 | 2200 249.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #130137: Phenol, 4-[(5,6,7,8-tetrahydro-1,3-dioxolo[4,5-q]...
176.0 15.00 15.20 15.40 15.60 15.80
m/z 346.20 3.97%
5000
0 77.0 107.0 1490 | 282.0
m/z--> &éo%mmmmmmmmnmmmmmmmﬁo 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\
Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

Sample : J5930-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl6.14 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.14 28.20 ng 602584 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-ditert-butvl-4-2.3.4... 386 C21H23F50 350038-74-3 32
2 1H-Pvrrole. 2.3.4.5-tetraphenvl- 371 C28H21IN 003263-79-4 18
3 1-(p-Methoxvcarbonvlphenvl)-3-(6... 371 C23H21N302 010179-70-1 18
4 Cholestan-7-one. (5.alpha.)- 386 C27H460 000567-71-5 18
5 47,6"-Bis(l,1-dimethylethyl)-4,4_... 386 C28H340 1000326-27-6 11
Abundance Scan 2389 (16.139 min): BF110765.D (-2382) (-) m/z 371.30 100.00%
371.3
5000 178.1 3093
238.1 LD BUNLILN BN BUM
91.0 134 4 08. 270.1 ta41 2 15.80 16.00 16.20 16.40
ol 22t 0. | tz L AL LT L L hy7 386.30  71.18%
m/z--> 50 100 150 200 250 300 350
Abundance #205541: Phenol, 2,6-ditert-butyl-4-2,3,4,5,6-pentafluorob...
371.0
5000 L LA SR SR U
15.80 16.00 16.20 16.40
181.0 m/z 309.30 51.91%
o 570 11501450 237.0 271.0 311.0341 0
m/z--> 50 100 150 200 250 300 350 '
Abundance #197708: 1H-Pyrrole, 2,3,4,5-tetraphenyl-
371.0
15.80 16.00 16.20 16.40
5000 m/z 178.05 38.78%
147.0
2930
. 7.0 1189, KT 216.0 252? 341.0
m/z--> 50 100 150 200 250 360 350 '
Abundance #197628: 1-(p-Methoxycarbonylphenyl)-3-(6-methyl-3-pyridyl... P PP O A r ey
371.0 15.80 16.00 16.20 16.40
m/z 165.05 35.96%
5000
294.0
149.0
G150 %90 9O 178.0%%%%238.0 3400 |
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 18 Methanone, bis[4-(diethylam... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.41 319.77 ng 6832770 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanone. bisl4-(diethvlamino)p... 324 C21H28N20 000090-93-7 99
2 2-Nitrodiftalone 309 C16H11N304 037149-78-3 47
3 Indole-3-carboxvlic acid. 5-hvdr... 309 C19H19NO3 005165-44-6 43
4 1.3-Phenvlenediamine. N.N.N"-tri... 324 C15H32N2Si3 1000374-68-2 40
5 3-Nitrodiftalone 309 C16H11N304 021721-38-0 40
Abundance Scan 2435 (16.410 min): BF110765.D (-2421) (-) m/z 309.20 100.00%
309.2
5000
1320 23712651 TT 1T TTrTT T TTrTT T
77.0 104.0 176.1 - 16.00 16.20 16.40 16.60 16.80
Ol 20 .|' B O v l b33 sz 324.15 32.72%
m/z--> 50 100 150 200 250 300
Abundance #164489: Methanone, bis[4-(diethylamino)phenyI]-
309.0
5000 U R SRR SRR B
16.00 16.20 16.40 16.60 16.80
r00 132.0 y37.0 2850 m/z 310.20 23.50%
: 104.0 176.0 :
ok ||| . ||7|7‘.|0|‘ |Il"l' ||||||"| |Ii ZIO?OIIII | I||I - | I.lI —
m/z--> 50 100 150 200 250 300
Abundance #151854: 2-Nitrodiftalone
132.0 309.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 132.00 20.80%
18.0 90.0 279.0
63.0 163.0 ‘
oL ‘ J M HI\ ‘IL \ I‘ . ‘h .”‘.‘,L 1o IZ?SI'OI I‘ZL}\SI'ON . - \1 ——
m/z--> 50 100 150 200 250 300
Abundance #152112: Indole-3-carboxylic acid, 5-hydroxy-2-methyl-1-O-... e e
309.0 16.00 16.20 16.40 16.60 16.80
m/z 265.10 20.10%
5000
20.0 200 2640
o 650910 430 16501910 h i I L
m/z--> 50 100 150 200 250 300 ' 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 19 unknownl6.69 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.69 50.61 ng 1081340 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-3-phenvl-3.4-dihvdro-1H... 237 C16H15NO 028899-87-8 38
2 3.5-Dimethvl-1-T4-(1H-pvrrol-1-v... 237 C15H15N3 257863-12-0 22
3 Pvrazololl.5-alpvrimidine. 2.5.7... 237 C15H15N3 138628-46-3 22
4 2-(p-(Dimethvlamino)phenvDbenzi... 237 C15H15N3 002562-71-2 22
5 Carbazole, pentamethyl- 237 C17H19N 027477-88-9 22
Abundance Scan 2483 (16.692 min): BF110765.D (-2475) (-) m/z 237.20 100.00%
237.2
344.2
5000
1341 194.1
91.0 \ 165.1° 7| 16.40 16.60 16.80 17.00
42.0 284.1 315, : : : :
- W TR S .‘L,‘= 'I | ,L. DAL L L 8922 57344 20 63.90%
m/z--> 50 100 150 200 250 300 350
Abundance #91610: 1-Methyl-3-phenyl-3,4-dihydro-1H-quinolin-2-one
237.0
5000 1940 TT T[T TTT TTTT T T T T
16.40 16.60 16.80 17.00
m/z 359.30 57.79%
0 LS UL UL
m/z--> 50 100 150 200 250 300 350
Abundance #91569: 3,5-Dimethyl-1-[4-(1H-pyrrol-1-yl)phenyl]-1H-pyrazole
237.0
16.40 16.60 16.80 17.00
5000 m/z 134.10 27.23%
39.0 1so 1690
‘ 770 | { 09.0
oLl p“."‘.“. J;mlx I\A‘I‘I= lIUII\I J. Iulxl VI & B B L
m/z--> 50 100 150 200 250 300 350
Abundance #91568: Pyrazolo[1,5-a]pyrimidine, 2,5,7-trimethyl-3-phenyl-
237.0 16.40 16.60 16.80 17.00
m/z 253.20 24 .04%
5000
39.0
0 ‘h\ il 839 ]flwso 155.0 19\5'0
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111418\

Data File : BF110765.D

Aca On : 14 Nov 2018 15:39

Operator : JU/SJ

3?22 le J5930-01 30727-45914-21716
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 20 Benzenamine, 4,47 ,4""-methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.46 308.31 ng 6587840 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 4.4" .47 "-methvlidvn... 373 C25H31N3 000603-48-5 99
2 Isonicotinic acid I5-(2.5-dichlo... 359 C17H11CI2N302 1000295-89-6 53
3 4H-Naphtholl.2-blpvran-4-one. 3-... 252 C16H1203 069796-59-4 35
4 2-Propen-1-one. 3-(4-aminophenvl... 253 C16H15N02 1000319-48-4 35
5 6-(2-Formylhydrazino)-N,N"-bis(i... 253 C10H19N70 084305-82-8 30
Abundance Scan 2784 (18.462 min): BF110765.D (-2761) (-) m/z 253.15 100.00%
258.2
373.3
5000
1261 1651 2081 329.2 18:20 18.40 18.60 18.80
420 77.0 : : : : :
i . N .ﬂ~.-l N2 A R W m/z 373.30 63.02%
miz--> 50 100 150 200 250 300 350
Abundance #198886: Benzenamine, 4,4',4"-methylidynetris[N,N-dimethyl-
258.0 373.0
5000 R SRR BN UL R
126.0 1820 18.40 18,60 18.80
1650 208.0 1290 m/z 252.20 49.38%
0 420 770 m lln‘l I T TN Il | - 284.0 | i
miz--> 55 160 150 200 250 300 350
Abundance #189790: Isonicotinic acid [5-(2,5-dichloro-phenyl)-furan-...
78.0 1060 237.0
18:20 18.40 18.60 18.80
5000 m/z 237.15  46.92%
l 359.0
50.0
1450 190.0
ol b, b w020 CL L) 2060 30208300 |
miz--> 50 100 150 200 250 300 350
Abundance #104016: 4H-Naphtho[1,2-b]pyran-4-one, 3-acetyl-2-methyl- R a e i
252.0 18.20 18.40 18.60 18.80
670 m/z 372.30  30.30%
39.0 o0 171.0
5000 :
| ‘ 143, 200
o P PP v A N | A W
miz--> 50 100 150 200 250 300 350 1820 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111418\

Data File : BF110765.D

Acq On - 14 Nov 2018 15:39 Instrument :

Operator : JU/SJ gmgigamlem'

3?””0 le - J5930-01 32727-45915—21716
isc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
unknown6.72 6.72 81.7 ng 2240010 1 6.95 548423 20.0
Methanamine, N-(1... 7.63 23.0 ng 237275 2 8.24 206413 20.0
Benzenamine, N-et... 7.80 249.6 ng 2575470 2 8.24 206413 20.0
Benzenamine, N-et... 8.05 20.1 ng 207499 2 8.24 206413 20.0
2,3-Dihydro-4,4-d. .. 8.67 47.1 ng 486033 2 8.24 206413 20.0
Octane, 2,6-dimet... 8.69 57.3 ng 591559 2 8.24 206413 20.0
unknown8.79 8.79 49.6 ng 511864 2 8.24 206413 20.0
Benzenamine, N,N-... 8.92 38.2 ng 394124 2 8.24 206413 20.0
Quinoline, 2-methyl- 9.03 22.8 ng 235513 2 8.24 206413 20.0
Diethyl-.alpha.-n... 10.50 85.1 ng 2989000 3 9.99 702659 20.0
1-Naphthalenamine... 10.89 72.0 ng 2609700 4 11.48 724595 20.0
unknown13.90 13.90 20.2 ng 579454 5 14.13 572458 20.0
2,6-Di-tert-butyl... 14.23 105.1 ng 3007570 5 14.13 572458 20.0
unknownl14 .40 14.40 44.9 ng 1284010 5 14.13 572458 20.0
s-Triazolo[4,3-a]-.. 15.40 70.0 ng 1496790 6 15.66 427357 20.0
unknownl6.14 16.14 28.2 ng 602584 6 15.66 427357 20.0
Methanone, bis[4-... 16.41 319.8 ng 6832770 6 15.66 427357 20.0
unknownl16.69 16.69 50.6 ng 1081340 6 15.66 427357 20.0

6

Benzenamine, 4,4%... 18.46 308.3 ng 6587840 15.66 427357 20.0
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