LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062518\

Data File : BF106783.D

Aca On - 25 Jun 2018 20:36 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22Ie ; J3595-01 SC@LABCp
ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.207 484 488 497 rBB 81984 106645 7.39% 0.859%
2 5.601 551 555 559 rBY 1118113 1119310 77.54% 9.016%
3 6.601 720 725 728 rBVY 1040068 1172907 81.25% 9.448%
4 6.737 743 748 751 rBVY 1239125 1178997 81.67% 9.497%
5 6.954 782 785 789 rBB 356887 316438 21.92% 2.549%
6 7.113 808 812 815 rBVY 1068275 975232 67 .56% 7 .855%
7 7.525 876 882 885 rBV 806126 784735 54.36% 6.321%
8 8.236 999 1003 1007 rBV 426640 402021 27.85% 3.238%
9 9.313 1181 1186 1189 rBV 1559435 1443557 100.00% 11.628%
10 9.701 1249 1252 1260 rVB 158258 144518 10.01% 1.164%
11 9.907 1284 1287 1290 rBV 29122 22052 1.53% 0.178%
12 10.001 1298 1303 1309 rVB 484009 478783 33.17% 3.857%
13 10.407 1370 1372 1375 rVB 53065 36921 2.56% 0.297%
14 10.625 1403 1409 1412 rBvV 16454 20011 1.39% 0.161%
15 10.795 1433 1438 1441 rBV 975057 939662 65.09% 7 .569%
16 10.883 1450 1453 1458 rBvV 41925 48961 3.39% 0.394%
17 11.330 1525 1529 1531 rBvV 26679 21235 1.47% 0.171%
18 11.489 1552 1556 1559 rBvV 574529 496919 34.42% 4._.003%
19 11.513 1559 1560 1564 rVB 38355 22465 1.56% 0.181%
20 12.707 1758 1763 1766 rBV 98807 83672 5.80% 0.674%
21 12.936 1795 1802 1808 rBV 80393 90550 6.27% 0.729%
22 13.077 1821 1826 1829 rBVY 1458184 1417018 98.16% 11.414%
23 13.948 1970 1974 1978 rBV2 53239 60151 4.17% 0.485%
24 14.142 2002 2007 2010 rBV 393411 397696 27 .55% 3.203%
25 14.166 2010 2011 2016 rVB 33449 19712 1.37% 0.159%
26 14.665 2093 2096 2101 rVB 38305 41704 2.89% 0.336%
27 14.989 2147 2151 2155 rVB 33690 34540 2.39% 0.278%
28 15.218 2186 2190 2193 rBV 29879 42725 2.96% 0.344%
29 15.542 2241 2245 2252 rVB 20471 28489 1.97% 0.229%
30 15.607 2252 2256 2262 rBV 27627 38972 2.70% 0.314%
31 15.677 2262 2268 2273 rBV 293990 384308 26.62% 3.096%
32 16.124 2339 2344 2350 rBV6 7789 15082 1.04% 0.121%
33 17.236 2528 2533 2540 rBV3 12333 28968 2.01% 0.233%

8270-BF061918.M Tue Jun 26 14:56:32 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106783.D

Aca On : 25 Jun 2018 20:36

Operator : JU/SJ

Sample : J3595-01

Misc :

ALS Vial : 13 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 :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 12414956

8270-BF061918.M Tue Jun 26 14:56:32 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106783.D

Aca On : 25 Jun 2018 20:36

Operator : JU/SJ

Sample : J3595-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF106783.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106783.D

Aca On : 25 Jun 2018 20:36

Operator : JU/SJ

Sample : J3595-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 6.74 ng 106645 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Butanamide. 2-hvdroxv-2.N-dimethvl- 117 C5H11NO2 039961-72-3 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 488 (5.207 min): BF106783.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRS DS LR S
| 83.0 4.80 5.00 5.20 5.40 5.60
! A N | IGINISBEV Y| NS chc NS N m/z 59.00 58.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R LIS I
59.0 480 500 5.20 540 5.60
m/z 101.10 20.30%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 15.88%
101.0
15.0 270 71.0
56.0 86.0
e S S S SULIULS SUSIL IS IULILS SULI LS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- e  ERamy pmm R
59.0 480 5.00 5.20 5.40 5.60
31.0 m/z 41.00 9.75%
5000 41.0
73.0
o 120 L1 50.0 ]| 870 1020
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106783.D

Aca On : 25 Jun 2018 20:36

Operator : JU/SJ

Sample : J3595-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.74 Concentration Rank 1

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

6.74 74.52 ng 1179000 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.742 min): BF106783.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 560 o B T ok b 7o
01 ; m/z 134.00 33.73%
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 AR S S LR
6.40 6.60 6.80 7.00
310 510 m/z 68.10 31.23%
0"P'“P'”J”J“J'WL“'P”lP'”I”“I”'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 18.99%

150 280 390 520 830 770 900 1040 .o
1
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine T ./,\. S EREEE R

132.0 6.40 6.60 6.80 7.00
m/z 96.10 12 .65%

97.0
5000
70.0
52.0
310 86.0 116.0

o] NSNS N VM W M HTIA NSNS SNBSS g

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106783.D

Aca On : 25 Jun 2018 20:36

Operator : JU/SJ

Sample : J3595-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.02 ng 60151 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 87
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 87
Abundance Scan 1974 (13.948 min): BF106783.D (-1970) (-) m/z 57.00 100.00%
57.0
97.0
5000
229.1 RN AU BRI U
| f39.1 “ 281.0 13.60 13.80 14.00 14.20
ol b i e m/z 43.00 88.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 AR A BN UM
13.60 13.80 14.00 14.20
m/z 55.00 82.42%
oL26l0f | | ‘\H | 1390 1960 2690 3200
m/z--> 50 100 150 200 250 300 350 400
Abundance
570 g70
13.60 13.80 14.00 14.20
5000 m/z 83.10 76 .63%
0 26.0 139.0 182.0 222.0 266.0 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester B e e o N EEms
57.0 13.60 13.80 14.00 14.20
9.0 m/z 69.00 72.73%
- de
oL.26i0] { ‘3ﬁ? 1820 2520 297.0 398.0
m/z--> 50 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106783.D

Aca On : 25 Jun 2018 20:36

Operator : JU/SJ

Sample : J3595-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Acetic acid, 2-[5-(4-nitrop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.10 ng 41704 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 2-T5-(4-nitrophenvl... 275 C13H13N304 351064-45-4 58
2 1-Methvl-5"-phenvilspiro(indoline... 275 C17H13N30 015970-21-5 43
3 8H-Benzolal-1.3-benzodioxolol6.5... 275 C17H9NO3 000475-75-2 38
4 3.5-Diamino-6-I3.4-diethoxvpheny... 275 C13H17N502 058848-69-4 37
5 Naphthalen-1-yl amine, N-(benzo[... 275 C18H13NO2 202599-86-8 35
Abundance Scan 2097 (14.671 min): BF106783.D (-2093) (-) m/z 275.10 100.00%
275.1
5000 246.1
129.0 218.1 N
90 770 10i2 0 | 1910 | 14.40 14.60 14.80 15.00
o SRS R PP RS YN PURNN——rut S S N AN m/z 246.10 43.10%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123259: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-,...
275.0
5000 L UL UL SULRLS UM
129.0 14.40 14.60 14.80 15.00
102.0 175.0 202.0 m/z 129.00 30.81%
51.0 750 9% 15? 0 ‘ ‘ 270
0 ....‘l“..“l‘.|“.‘..‘H“|.l“..|H‘...‘l“|. L ”” r ””‘”” - ....|....|.
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
275.0
14.40 14.60 14.80 15.00
5000 m/z 218.10 24 _.21%

144.0 2200 246.0
28.0 51.0 77.0 102.0123.0° & 171.0191.0

AW N L4\ VRINI) SN N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123593: 8H-Benzo[g]-1,3-benzodioxolo[6,5,4-de]quinolin-8-one R R R
275.0 14.40 14.60 14.80 15.00

m/z 276.20 20.10%

5000

188.0
162.0 247.0
s.o 10 1080 1380 P01 AP0

e P S A R RS S R m S AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062518\
Data File : BF106783.D

Acq On : 25 Jun 2018 20:36

Operator : JU/SJ

Sample - J3595-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.21 6.7 ng 106645 1 6.95 316438 20.0
unknown6 .74 6.74 74.5 ng 1179000 1 6.95 316438 20.0
Trifluoroacetoxy ... 13.95 3.0 ng 60151 5 14.14 397696 20.0
Acetic acid, 2-[5... 14.67 2.1 ng 41704 5 14.14 397696 20.0

8270-BF061918.M Tue Jun 26 14:56:36 2018 Page: 8



