LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020318\
Data File : BF102720.D

Aca On : 3 Feb 2018 16:42

Operator : SJ/JU

Sample : J1431-07

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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

2.163 7 13 19 rvB 393392 512302 11.92% 1.624%
2.293 31 35 43 rVB 39430 68151 1.59% 0.216%
rvB 125787 151279 3.52% 0.480%
5.492 574 579 582 rBV 4181971 4221017 98.19% 13.380%
6.498 745 750 753 rBV 3695041 4100093 95.38% 12.996%

abrwNPE
)]
=
=
o
a1
=
=
a1
=
N
a1
N
o

6 6.645 770 775 779 rBV 4069531 4162346 96.83% 13.194%
7 6.881 811 815 818 rBV 1441338 1139934 26.52% 3.613%
8 7.039 837 842 845 rVB 3594594 3231035 75.16% 10.242%
9 7.439 905 910 913 rBV 2739374 2594032 60.35% 8.223%
10 8.163 1029 1033 1036 rBV 1829298 1488295 34.62% 4.718%
11 8.874 1151 1154 1157 rBV 80976 70454 1.64% 0.223%

12 8.916 1158 1161 1168 rVB 171775 153864 3.58% 0.488%
13 9.239 1211 1216 1219 rBV 4818564 4298637 100.00% 13.626%
14 9.433 1246 1249 1251 rBV 111079 86592 2.01% 0.274%
15 9.627 1279 1282 1285 rVB 408728 312518 7.27% 0.991%

16 9.716 1294 1297 1303 rBV7 47200 87496 2.04% 0.277%
17 9.916 1326 1331 1336 rBV 1590613 1525696 35.49% 4 _.836%
18 10.327 1399 1401 1403 rVB2 148526 94219 2.19% 0.299%

19 10.704 1461 1465 1471 rBV 2001466 2181659 50.75% 6.915%
20 11.410 1582 1585 1589 rBV 984270 1068211 24.85% 3.386%

Sum of corrected areas: 31547830
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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

U:\HPCHEMI\BNA F\DATA\BF020318\
BF102720.D

3 Feb 2018 16:42

SJ/JuU

J1431-07

8 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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 : U:\HPCHEM1\BNA F\DATA\BF020318\
Data File : BF102720.D

Aca On : 3 Feb 2018 16:42

Operator : SJ/JU

Sample : J1431-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.16 8.99 ng 512302 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 12 (2.157 min): BF102720.D (-7) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0
87.0

| 220 230 240 2.50 2.60
el et el et e e || Mz 43.00  48.00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000
43.0 220 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 34 .40%

29.0 ‘
"I'"'I"""I'"'I""'I""I""I"l"I""I""I""I""I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0

2.20 2.30 2.40 2.50 2.60

o

o

5000 41.0 550 m/z 87.00 23.42%
29.0
97.0 112.0 129.0
o NBSNSRSN H NS B N SN -,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8379: 3-Pentanol, 2,4-dimethyl- A B o R

73.0 220 230 240 2.50 2.60
m/z 40.95 13.81%

5000 55.0
43.0
27.0
150 |, \\‘\ , 830 98.0

Ol e e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020318\
Data File : BF102720.D

Aca On : 3 Feb 2018 16:42

Operator : SJ/JU

Sample : J1431-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 2.65 ng 151279 1,4-Dichlorobenzene-d4 6.88
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 23
3 Acetone 58 C3H60 000067-64-1 16
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 514 (5.110 min): BF102720.D (-511) (-) m/z 43.00 100.00%
43.0
5000
101.0 4.80 5.00 5.20 5.40
o.,....,....-,h..‘?,'9...8,3;9..,|....,....,....,....,....,297.-.0. m/z 59.00 54.83%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N AR A AR RS R

4.80 5.00 5.20 5.40
m/z 58.00 17.52%

26\'9 Ll 6&}0 83'0 19%.0
T R e e e e T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
T A AR T e
4.80 5.00 5.20 5.40
5000 410 m/z 101.00 17.46%
126.0
O T e T e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #214: Acetone R E  RRBRRREELE S
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.11%
5000
15.0
0 | im 1
e e e e e e T T T R A REREE RS s s R RS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020318\
Data File : BF102720.D

Aca On : 3 Feb 2018 16:42

Operator : SJ/JU

Sample : J1431-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.65 Concentration Rank 1

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

6.65 73.03 ng 4162350 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102720.D (-770) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 PSSP SARRE SRR RN
40.0 540 6.40 6.60 6.80 7.00
o..,....,....,...:I'!..:,:'...,::~l'.|,..'..,?‘?;9,..!.,.-:..,1.1.4.-.9,....,-'...,.. m/z 67.95 36.62%
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 N
5000 IR AR L R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 34 .25%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
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 67.0 m/z 66.00 24 .59%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.00 14 .35%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
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 : U:\HPCHEM1\BNA F\DATA\BF020318\
Data File : BF102720.D

Aca On : 3 Feb 2018 16:42

Operator : SJ/JU

Sample : J1431-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Phthalic anhydride Concentration Rank 5

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

8.92 2.07 ng 153864 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 94
2 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
3 Phthalamic acid 165 C8H7NO3 000088-97-1 83
4 Methvl hvdroaen phthalate 180 C9H804 004376-18-5 74
5 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 74

Abundance Scan 1162 (8.922 min): BF102720.D (-1158) (-) m/z 104.00 100.00%
104.0
76.0
5000 50.0
148.0
38.0 8.60 8.80 9.00 9.20
o...,....,....,...'!,....-,'....?-?:?.,.'h.'.,....,....,.'..,.?.13'.9...1,35?'.‘?,...!,.... m/z 76.00 73.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23154: Phthalic anhydride
104.0
76.0
5000 . L N LN L AR
50.0 148.0 8.60 8.80 9.00 9.20
28,0 m/z 49.95 43.81%
oL, 120 26.0 L, 620 |, 920
m/z--> 10 20 35 40 50 60 70 80 90 100 110 120 130 140 1%0
Abundance
T 1010 I NARAN SR SRS AR
50.0 8.60 8.80 9.00 9.20
5000 ' m/z 73.95 17.52%
38.0 132.0
0 26.0 62.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #34517: Phthalamic acid
76.0 104.0 8.60 8.80 9.00 9.20
m/z 148.00 15.71%
5000 50.0
17.0
280 148.0
0"'P'jh'”'l”'ﬁ"”\“'§39'PM” “'959' ”h"}%%g'w'“'v'jw'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF020318\
Data File : BF102720.D

Acq On : 3 Feb 2018 16:42

Operator : SJ/JU

Sample - J1431-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.16 9.0 ng 512302 1 6.88 1139930 20.0
2-Pentanone, 4-hy... 5.11 2.6 ng 151279 1 6.88 1139930 20.0
unknown6 .65 6.65 73.0 ng 4162350 1 6.88 1139930 20.0
Phthalic anhydride 8.92 2.1 ng 153864 2 8.16 1488300 20.0
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