LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106901.D

Aca On : 28 Jun 2018 5:07

Operator : JU/SJ

Sample : J3705-07

Misc :

ALS Vial : 38 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 5.184 481 484 493 rBV 42943 48209 4.84% 0.686%
2 5.278 497 500 504 rBB 17409 14976 1.50% 0.213%
3 5.596 550 554 566 rVB 496750 432448 43.41% 6.156%
4 6.596 720 724 730 rBV 305803 269988 27.10% 3.843%
5 6.731 743 747 750 rBV 853851 742792 74.56% 10.574%

6.954 781 785 790 rVB 332079 261759 26.27% 3.726%
7.113 807 812 815 rBV 820804 725394 72.81% 10.326%
7.519 876 881 884 rBV 586944 564206 56.63% 8.032%
338859 293967 29.51% 4.185%
9.313 1181 1186 1189 rBV 1000168 953846 95.74% 13.578%
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11 9.701 1249 1252 1257 rVB 16399 13577 1.36% 0.193%
12 9.995 1298 1302 1309 rBB 319888 271639 27.27% 3.867%
13 10.789 1433 1437 1445 rBV 551905 486188 48.80% 6.921%
14 10.989 1468 1471 1474 rVB3 9163 10518 1.06% 0.150%
15 11.489 1552 1556 1564 rBV 290408 251501 25.24% 3.580%

16 12.954 1802 1805 1811 rVB2 11833 14952 1.50% 0.213%
17 13.072 1821 1825 1828 rBV 1092420 996266 100.00% 14.182%
18 13.277 1854 1860 1863 rBV2 11134 12279 1.23% 0.175%
19 13.619 1914 1918 1921 rBV 10269 10537 1.06% 0.150%
20 13.736 1935 1938 1943 rVB 49602 42740 4._.29% 0.608%
21 13.948 1971 1974 1980 rBV 43533 42973 4_.31% 0.612%

22 14.136 2002 2006 2013 rBV 332066 334059 33.53% 4_.755%
23 15.677 2260 2268 2273 rBV 175145 229985 23.08% 3.274%

Sum of corrected areas: 7024799
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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\BF062718\

BF106901.D

28 Jun 2018 5:07

JussJ

J3705-07

38 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106901.D

Aca On : 28 Jun 2018 5:07

Operator : JU/SJ

Sample = J3705-07

Misc :

ALS Vial : 38 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.

5.18 3.68 ng 48209 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 40
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (5.178 min): BF106901.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 1°|1-° 480 5.00 520 540 5.60
o) R B Y | S MM m/z 59.00 57.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L SRR
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 16.28%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.00 14.06%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol L B L LA LA B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.14%
5000 31 73.0
0 \ \ ‘ ‘ Ll \‘ 840 1010
”'I"”I"'W""P"'I”"I"”I"'W""P"'I'”'I' R LS L LR
m/z--> 10 20 30 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106901.D

Aca On : 28 Jun 2018 5:07

Operator : JU/SJ

Sample = J3705-07

Misc :

ALS Vial : 38 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 unknown6.73 Concentration Rank 1

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

6.73 56.75 ng 742792 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 747 (6.731 min): BF106901.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 sa0 || 9‘?-1 J 640 6.60 6.80 7.00
O B L T L B e I S m/z 68.10 39.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " PP
410 o . m/z 134.00 32.11%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
90 o 50 ok 6ho 780
5000 ' m/z 66.00 24 _.20%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R RERE
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.41%
74.0
5000 ogo 160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T EERREEEEEEESEEE
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\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106901.D

Aca On : 28 Jun 2018 5:07

Operator : JU/SJ

Sample = J3705-07

Misc :

ALS Vial : 38 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 Phenol, 2,2"-methylenebis[6... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.56 ng 42740 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.2"-methvlenebisl6-(1.1... 340 C23H3202 000119-47-1 95
2 4-Methvlthiophene-2-sulfonamide 177 C5H7N02S2 1000242-76-2 43
3 5-Amino-1.4-dihvdro-auinoxaline-... 177 C8H7N302 076097-87-5 38
4 4-Propvlbenzaldehvde diethvl acetal 222 C14H2202 089557-35-7 35
5 Benzofuran-2-one, 4-amino-2,3-di... 177 C10H11NO2 1000129-51-7 35
Abundance Scan 1939 (13.742 min): BF106901.D (-1935) (-) m/z 177.10 100.00%
177.1
121.0 I | IR
57.0 91.0 284.1 13.40 13.60 13.80 14.00
0 : e m/z 161.10 76.77%
m/z--> 50 100 150 200 250 300
Abundance #177205: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)-4...
171.0 340.0
5000 SR DA SUNLLN UL B
149.0 1340 13.60 13.80 14.00
57.0 121.0 284.0 m/z 149.10 48 .50%
| ‘ 9%0\ \“ \ ‘H\ 228.0
o
m/z--> 50 100 150 200 250 300
Abundance
177.0
13.40 13.60 13.80 14.00
5000 113.0 m/z 164.10 42 .85%
53.0
27.0 8.0 145.0
m/z--> 50 100 150 200 250 300
Abundance #43476: 5-Amino-1,4-dihydro-quinoxaline-2,3-dione R e L e R
177.0 13.40 13.60 13.80 14.00
149.0 m/z 340.20 39.26%
5000 94.0
121.0
39.0 66.0 ‘
0: Il‘huihwlwllluh |J‘|J|J||‘|w||||||||| ———r —— e AREREE R
m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106901.D

Aca On : 28 Jun 2018 5:07

Operator : JU/SJ

Sample = J3705-07

Misc :

ALS Vial : 38 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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.57 ng 42973 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 90
Abundance Scan 1974 (13.948 min): BF106901.D (-1971) (-) m/z 57.00 100.00%
57.0
97.1
5000
1501 . 13060 980 400 a0
ob—s A L8 | m/z 83.05 80.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 RN AU BRI UG
13.60 13.80 14.00 14.20
m/z 43.00 78.26%
o280l | 1/ | | 1990 100 280 5950
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 LU SR N SUMI I
13.60 13.80 14.00 14.20
5000 m/z 55.00 73.79%
169.0
oL 2610 138.0 2100 2550 406.0 N%%AAkWAhMmgﬂxwwwﬂvnﬂww\/
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecy! ester A Ba T o
510 470 13.60 13.80 14.00 14.20
' m/z 97.10 70.39%
- M«L\’/
39.0 250.0
oL 260 .W.‘., |10 gm0 P00 2970 a0 | ) bt
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\
Data File : BF106901.D

Acq On : 28 Jun 2018 5:07

Operator : JU/SJ

Sample - J3705-07

Misc :

ALS Vial : 38 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... 5.18 3.7 ng 48209 1 6.95 261759 20.0
unknown6.73 6.73 56.8 ng 742792 1 6.95 261759 20.0
Phenol, 2,2"-meth... 13.74 2.6 ng 42740 5 14.14 334059 20.0
Dichloroacetic ac... 13.95 2.6 ng 42973 5 14.14 334059 20.0
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