LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106478.D

Aca On - 15 Jun 2018 7:43 Instrument :

Operator : JU/SJ BNA_F

Sample - J3475-05 ClientSampleld :

Vi _ 061218-DBRI-F-D-M
isc :

ALS Vial : 42 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-BF061118.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 5.196 482 486 493 rVB 66401 74105 2.46% 0.382%
2 5.613 554 557 570 rVB 1140154 1112893 36.94% 5.738%
3 6.607 723 726 735 rBV 824366 760424 25.24% 3.921%
4 6.743 745 749 753 rBVY 2056707 1745142 57.93% 8.998%
5 6.966 783 787 790 rBV 804608 641286 21.29% 3.306%

7.125 809 814 817 rBV 2630143 2388543 79.29% 12.315%
7.531 877 883 886 rBV 2015908 1939643 64.39% 10.001%
8.248 1001 1005 1008 rBV 862718 703406 23.35% 3.627%
8.801 1095 1099 1108 rBV 108709 88896 2.95% 0.458%
9.325 1183 1188 1191 rBV 2977034 2884598 95.75% 14.873%

=
QO ~NO®

11 9.713 1250 1254 1259 rBV 183758 156172 5.18% 0.805%
12 10.007 1301 1304 1308 rVB 770133 635133 21.08% 3.275%
13 10.666 1414 1416 1419 rVB 58949 41000 1.36% 0.211%
14 10.719 1421 1425 1428 rBV 276409 238589 7.92% 1.230%
15 10.795 1434 1438 1442 rBV 1210383 1071629 35.57% 5.525%

16 11.495 1554 1557 1561 rBV 744491 632798 21.01% 3.263%
17 12.889 1790 1794 1797 rBV 40909 34144 1.13% 0.176%
18 13.083 1822 1827 1831 rBV 3028451 3012526 100.00% 15.533%
19 14.148 2004 2008 2012 rBV 806284 730210 24.24% 3.765%
20 15.689 2264 2270 2280 rVB 377530 503667 16.72% 2.597%

Sum of corrected areas: 19394804
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106478.D

Aca On - 15 Jun 2018 7:43

Operator : JU/SJ

ﬁ?ggle i J3475-05 061218-DBRI-F-D-M
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106478.D
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8270-BF061118_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106478.D

Aca On 15 Jun 2018 7:43

Operator : JU/SJ

Sample : J3475-05

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.20 2.31 ng 74105 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 487 (5.201 min): BF106478.D (-482) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 ERREETE RS RS IS
83.0 480 5.00 5.20 5.40 5.60
G A R R SRR RN RRARS NSRS RARLA RARSS SRS LA SALAS RARA ARRS m/z 59.00 60.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR UL UL I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 20.86%
0'”IJ”P'Nﬂ'Wm“'P”W'”W”'E%QI”“”'”P”'P”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 5.60
5000 41.0 m/z 58.00 17.91%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methy!- RS EEmmnte R
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 13.27%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
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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8270-BF061118_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106478.D

Aca On 15 Jun 2018 7:43

Operator : JU/SJ

Sample : J3475-05

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 2

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

6.74 54.43 ng 1745140 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.743 min): BF106478.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 1 s J T ok b 7o
01 R e e o m/z 68.10 42 .54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS LR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.40%
0'"|""'H‘|l'H'|'l""|""|""'|""""l""l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .38%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e S REma
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.06%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0| R BRI
m/z--> 20 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\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106478.D

Aca On - 15 Jun 2018 7:43

Operator : JU/SJ

ﬁ?ggle i J3475-05 061218-DBRI-F-D-M
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2-Hydroxy-iso-butyrophenone Concentration Rank 4

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

8.80 2.53 ng 88896 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 86
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 50
3 Guanidine 59 CH5N3 000113-00-8 9
4 Ethane. 1l.1-dimethoxv- 90 C4H1002 000534-15-6 9
5 Propane, 2-methoxy- 74 C4H100 000598-53-8 9

Abundance Scan 1099 (8.801 min): BF106478.D (-1095) (-) m/z 59.00 100.00%
54.0
5000
77.0 105.0
43|'0 | 010 | 1210 840 860 8.80 9.00 9.20
OW””P”J““P”ﬂ””P“h““P”W””'“W“”P”W””'”W“”P”W”” m/z 105.00 27.82%
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 R RN UL I I
840 860 8.80 9.00 9.20
43.0 77.0 105.0 m/z 77.00 27 .25%
0 o M 91.0 \\ 121.0 149.0
mz-> 20 3'0 40 5'0 6|0 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
59.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 51.00 16.04%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
A AR R AN KRR AR KRR R LS LA LA LA LA LR EARAN LA AR
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #258: Guanidine
430 59.0 8.40 8.60 8.80 9.00 9.20
m/z 43.00 15.60%
5000
28.0
ol ...‘l \”” T
miz-> 20 30 40 50 6|0 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106478.D

Aca On - 15 Jun 2018 7:43

Operator : JU/SJ

ﬁ?ggle i J3475-05 061218-DBRI-F-D-M
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.72 7.51 ng 238589 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 53
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
4 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 1425 (10.719 min): BF106478.D (-1421) (-) m/z 105.00 100.00%
105.0
7.0 182.1
5000
51.0 RN | GO
152.0 10.40 10.60 10.80 11.00
O e el L 2280 m/z 77.00 61.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LR B SN S SULE
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 55.92%
0 27.0 | o910 || 1260 1520
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
77.0 183.0 10.40 10.60 10.80 11.00
5000 51.0 m/z 51.00 24 _49%
127.0  154.0
e S S S B UL B WL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27532: Acetophenone, 2-chloro- i
105.0 10.40 10.60 10.80 11.00
m/z 181.00 9.03%
77.0
5000
51.0
ol140 370 | %0 | 1950 1540
m/z--> 20 40 60 80 100 120 140 160 180 10,40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061418\

Data File : BF106478.D

Acq On = 15 Jun 2018 7:43

Operator : JU/SJ

ﬁ?ggle i J3475-05 061218-DBRI-F-D-M
ALS Vial : 42 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.20 2.3 ng 74105 1 6.97 641286 20.0
unknown6.74 6.74 54_4 ng 1745140 1 6.97 641286 20.0
2-Hydroxy-iso-but. .. 8.80 2.5 ng 88896 2 8.25 703406 20.0
Benzophenone 10.72 7.5 ng 238589 3 10.01 635133 20.0

8270-BF061118.M Fri Jun 15 15:25:45 2018 Page: 7



