LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\

Data File : BG033616.D

Aca On 6 Apr 2018 6:14 Instrument :

Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol

3‘?”'0'6 : J2224-01 040218-JET\FI)V-E-D-S
isc :

ALS Vial : 25 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 G\METHODS\8270-BG031918.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 3.477 26 32 43 rBV 138337 277946 7.15% 1.851%
2 3.565 43 47 58 rvB 103905 169998 4.38% 1.132%
3 6.291 505 511 523 rBV 128448 289075 7.44% 1.925%
4 7.977 792 798 823 rBV2 74270 236500 6.09% 1.575%
5 8.371 857 865 883 rBV 310379 706681 18.19% 4_.706%
6 8.859 941 948 964 rBV 87182 211504 5.44% 1.408%
7 9.194 996 1005 1024 rBV 483254 977270 25.15% 6.508%
8 10.057 1144 1152 1171 rBV 376942 905470 23.31% 6.030%
9 11.744 1431 1439 1453 rBV 147127 328993 8.47% 2.191%
10 14.106 1834 1841 1858 rBVY 1374745 2409952 62.03% 16.048%
11 14.893 1970 1975 1980 rBv2 34961 55538 1.43% 0.370%
12 15.475 2068 2074 2085 rVB2 337913 573086 14.75% 3.816%
13 16.238 2200 2204 2210 rvB2 31165 43285 1.11% 0.288%
14 16.949 2318 2325 2341 rBvV 773976 1316789 33.89% 8.769%
15 17.090 2346 2349 2360 rvB2 27810 53281 1.37% 0.355%

16 18.207 2530 2539 2554 rBV 441606 799188 20.57% 5.322%
17 20.727 2962 2968 2982 rBV 2822160 3885019 100.00% 25.871%
18 22.067 3190 3196 3205 rBv4 58041 117108 3.01% 0.780%
19 22.549 3270 3278 3295 rBV 440923 899852 23.16% 5.992%
20 26.315 3908 3919 3939 rVB2 210149 760273 19.57% 5.063%

Sum of corrected areas: 15016808
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033616.D

Aca On : 6 Apr 2018 6:14

Operator : SJ/JU

Sample : J2224-01

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033616.D

2500000
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1500000

1000000

9.19
500000
8.37 10.06

33186 6.29 7.98 8.86

Time--> 350 4.00 450 500 550 600 650 700 750 800 8.50 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG033616.D

11.74

20.73
2500000

2000000
1500000 1411
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16.95
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG033616.D
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T e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033616.D

Aca On > 6 Apr 2018 6:14

Operator : SJ/JU

Sample : J2224-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.56 16.08 ng 169998 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 46 (3.559 min): BG033616.D (-43) (-) m/z 73.00 100.00%
7B
5000 43 /\\
LS L WAL N
340 360 3.80 4.00
0...J‘,-‘--..l..,....,....,....,....?0.7...,....,4.1‘.1 m/z 43.00 37.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L A N
43 340 360 3.80 4.00
m/z 55.00 29 .44%
0 "'JI""I""I""I' UL SR BURLELEL SR DU
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
a 340 360 380  4.00
5000 m/z 87.00 25_.51%
15 97
L UL L W L B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #8705: 2-Hydroxy-2-methylbutyric acid T
73 340 360 3.80 4.00
m/z 71.10 10.38%
5000 43
0"thh"h%p"'l""l'"'l""l""l""l" LA LR LR
m/z--> 50 100 150 200 250 300 350 400 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033616.D

Aca On > 6 Apr 2018 6:14

Operator : SJ/JU

Sample : J2224-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.37 Concentration Rank 2

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

8.37 66.82 ng 706681 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanamine. 1l-phenvl- 133 C9H11N 1000351-26-2 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 865 (8.371 min): BG033616.D (-857) (-) m/z 132.00 100.00%
132
5000 68 /\km_
96 A AR A AR
40 47 % &1 75 g5 | 104 800 820 840 860 880
o) S B VAT P PR L S S | . m/z 68.00 50.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-
132
104
5000 NSNS AR RN
77 8.00 820 840 8.60 8.80
‘ m/z 66.00 34.35%

‘ o1 115
0 ‘ ‘H \H nlth | ‘ “ ‘
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 30.16%
ol 15 28 39 82 8 7m0 14 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R EEmEmamra s S
132 800 820 840 860 880

m/z 69.00 21.80%

5000
33 44 o g7 105
60 78 ‘
‘ 51 | | | 86 ‘ | 115 ! /\Nu*

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 800 820 840 860 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040518\
Data File : BG033616.D

Aca On > 6 Apr 2018 6:14

Operator : SJ/JU

Sample : J2224-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.07 2.60 ng 117108 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 91
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90

Abundance Scan 3197 (22.073 min): BG033616.D (-3190) (-) m/z 55.00 100.00%

55 83

5000

21.80 22.00 22.20 22.40

0 m/z 57.00 99.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000
n 21.80 22.00 22.20 22.40
29 169 m/z 83.00 87.06%
L ‘ L)1 T 210 g 406
ol b iy R
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83
21.80 22.00 22.20 22.40
5000 111 m/z 69.00 79.19%
29
o 139 182 210 255 356
BB e e oo e e e e L e e L R M
m/z--> 50 100 150 200 250 300 350 400
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
83 21.80 22.00 22.20 22.40
m/z 42.95 73.94%
5000 111
2 68 196
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040518\
Data File : BG033616.D

Acq On : 6 Apr 2018 6:14

Operator : SJ/JU

Sample - J2224-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.56 16.1 ng 169998 1 8.86 211504 20.0
unknown8 .37 8.37 66.8 ng 706681 1 8.86 211504 20.0
Heptafluorobutyri... 22.07 2.6 ng 117108 5 22.55 899852 20.0
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