LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106638.D

Aca On : 20 Jun 2018 23:42

Operator : JU/SJ

Sample = J3554-09

Misc :

ALS Vial : 20 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 rBV 177672 220352 8.63% 0.983%
2 5.613 553 557 560 rBY 2094518 2123487 83.12% 9.471%
3 6.613 722 727 730 rBVY 2006110 2226126 87.14% 9.929%
4 6.742 744 749 752 rBVY 2303758 2219229 86.87% 9.898%
5 6.960 782 786 789 rBV 717286 554442 21.70% 2.473%
6 7.119 808 813 816 rBVY 2049319 1836065 71.87% 8.189%
7 7.525 877 882 885 rBY 1512583 1551024 60.71% 6.918%
8 8.242 1000 1004 1007 rBV 850035 698474 27 .34% 3.115%
9 9.319 1182 1187 1190 rBvY 2766976 2554767 100.00% 11.395%
10 9.707 1249 1253 1256 rBV 384869 283695 11.10% 1.265%
11 9.913 1284 1288 1292 rBV 41383 36657 1.43% 0.163%

12 10.001 1299 1303 1307 rBV2 996278 812713 31.81% 3.625%
13 10.130 1322 1325 1330 rBV 292308 232268 9.09% 1.036%

14 10.413 1370 1373 1376 rVB 67831 52042 2.04% 0.232%
15 10.507 1386 1389 1393 rBV 59774 52535 2.06% 0.234%
16 10.795 1434 1438 1441 rBV 1823034 1737221 68.00% 7.748%
17 10.883 1450 1453 1459 rVB 65694 60375 2.36% 0.269%
18 11.336 1526 1530 1532 rBV 30926 28142 1.10% 0.126%
19 11.495 1553 1557 1559 rBvV 902699 792798 31.03% 3.536%
20 11.513 1559 1560 1564 rVB 89896 68375 2.68% 0.305%

21 12.707 1760 1763 1767 rBV 130933 105559 4._.13% 0.471%
22 12.942 1796 1803 1808 rBV 103905 133776 5.24% 0.597%
23 13.077 1822 1826 1829 rBV 2433640 2250038 88.07% 10.035%
24 13.954 1971 1975 1979 rBV2 185837 177314 6.94% 0.791%
25 14.142 2002 2007 2010 rBV 784815 743336 29.10% 3.315%

26 14.165 2010 2011 2017 rVB 61205 41832 1.64% 0.187%
27 14.595 2081 2084 2088 rBV3 43185 54165 2.12% 0.242%
28 15.218 2186 2190 2193 rBV 38402 62080 2.43% 0.277%
29 15.606 2252 2256 2260 rVB 33784 44672 1.75% 0.199%

30 15.671 2262 2267 2276 rBV 485591 667339 26.12% 2.976%

Sum of corrected areas: 22420898
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\

BF106638.D

20 Jun 2018 23:42

JussJ

J3554-09

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106638.D

Aca On : 20 Jun 2018 23:42

Operator : JU/SJ

Sample : J3554-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 7.95 ng 220352 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (5.207 min): BF106638.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRS SRS LR B
| 831 | 4.80 5.00 5.20 5.40 5.60
Obrrr e e e m/z 59.00 60.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR I AL I
59.0 480 500 5.20 540 5.60
m/z 101.00 19.83%
31.0 g3 1010
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 410 m/z 58.00 15.28%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e e e
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.31%
5000 1010
28.0 59.0
84.0
“'&ﬁgvJm'“Wm'W”Mm“'jiglh“v'“ﬂ“'v“W'“W“'W““I AR SR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106638.D

Aca On : 20 Jun 2018 23:42

Operator : JU/SJ

Sample : J3554-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 80.05 ng 2219230 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF106638.D (-744) (-) m/z 132.10 100.00%
13%.1
5000 68.1
A S S AR
400 540 | | 780 97'1 106.0 6.40 6.60 6.80 7.00
O T o T e A L B e m/z 68.10 39.24%
m/z--> 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 N
5000 LA S S AR
6.40 6.60 6.80 7.00
210 510 m/z 134.00 32.90%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.62%
41.0 97.0
53.0 . 117.0
0”'%'”'P'”I”'W'”'P'”;”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e B R o
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.72%
97.0
5000 0.0
31.0 52.0
0 ‘ ‘ [ L 86.0 | 107. 011§0 l
m/z--> 30 40 5'0 6|0 7'0 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\BF062018\
Data File : BF106638.D

Aca On : 20 Jun 2018 23:42

Operator : JU/SJ

Sample : J3554-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 Juglone Concentration Rank 4

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

10.13 5.72 ng 232268 Acenaphthene-d10 10.00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Jualone 174 C10H603 000481-39-0 98
2 8-Quinolinol. 5-nitroso- 174 C9H6N202 003565-26-2 43
3 Thienol3.2-elbenzofuran 174 C10H60S 000438-27-7 38
4 Benzene. 1-(diethvlborvD)-2-(dim... 203 C13H22BN 1000162-42-1 35
5 2-Cyanomethyl-1,3-benzothiazole 174 C9H6N2S 056278-50-3 32

Abundance Scan 1325 (10.130 min): BF106638.D (-1322) (-) m/z 174.00 100.00%
174.0
5000 118.1
63.0 92.0 Tr[rrrr Trrrprrrr L
146.0
29,0 270 | 9.80 10.00 10.20 10.40
0 e m/z 118.10 38.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40950: Juglone
174.0
5000 R B I e
920 118.0 9.80 10.00 10.20 10.40
63.0 ‘ m/z 92.00 25.77%
28.0 146.0
(A0, ) 770 ‘ | ‘
o} ERERERNESERPS W TRV NS .0 S 7 SR+ MR MM |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
116.0 174.0
e e A
89.0 9.80 10.00 10.20 10.40
5000 ’ m/z 63.00 24 .56%
63.0 144.0
39.0
0 15.0 130.0 158.0
eyt e e e e
m/z--> 20 40 80 100 120 140 160 180
Abundance #40964: Thieno[3,2-e]benzofuran S EEEEmmaa S R
174.0 9.80 10.00 10.20 10.40
m/z 120.00 24 .56%
5000
670 102.0 145.0
54.0 720 : ‘
Ol e g e el Y MM,
m/z--> 20 40 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062018\
Data File : BF106638.D

Aca On : 20 Jun 2018 23:42

Operator : JU/SJ

Sample : J3554-09

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.77 ng 177314 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1974 (13.948 min): BF106638.D (-1971) (-) m/z 43.00 100.00%
43.0
83.0
5000
25.1 226.1 LU S BN SUNI I
163.0 281.0 13.60 13.80 14.00 14.20
0 R m/z 57.00 94 .15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55.0
5000 RS LR AR B
13.60 13.80 14.00 14.20
m/z 55.00 93.95%
oL 260 \H ‘\ H ‘\ 1390 1810 2200
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 78.18%
olzsol I\ [ || 1RO 160 2690 s00
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 77 .23%
5000 ~,~4U¥,ww*~—A¥m—WWMULWM~
169.0
o260 | || ‘x | #3*?0 |, 2190 2550 406.0
m/z--> 50 100 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062018\
Data File : BF106638.D

Acq On : 20 Jun 2018 23:42

Operator : JU/SJ

Sample - J3554-09

Misc :

ALS Vial =: 20 Sample Multiplier: 1

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.21 8.0 ng 220352 1 6.96 554442 20.0
unknown6 .74 6.74 80.0 ng 2219230 1 6.96 554442 20.0
Juglone 10.13 5.7 ng 232268 3 10.00 812713 20.0
Cyclohexadecane 13.95 4.8 ng 177314 5 14.14 743336 20.0

8270-BF061918_.M Thu Jun 21 15:09:44 2018 Page: 7



