LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033912.D

Aca On : 21 Apr 2018 8:50

Operator : SJ/JU

Sample : J2473-15

Misc :

ALS Vial : 31 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-BG041918.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

4.991 283 290 296 rBV 70013 103524 1.51% 0.417%
5.438 359 366 374 rBV 472100 715172 10.40% 2.882%
rBv 296625 488530 7.10% 1.968%
7.365 686 694 703 rBvV 813226 1347479 19.59% 5.430%
7.829 764 773 780 rVB 239470 400668 5.83% 1.614%
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8.152 820 828 839 rVvB 974432 1684013 24.48% 6.786%
8.980 961 969 978 rBV 856366 1491439 21.68% 6.010%
10.614 1238 1247 1257 rBV 327817 579614 8.43% 2.336%
13.087 1660 1668 1676 rBY 2341515 3623622 52.68% 14.601%
14.462 1895 1902 1914 rVB2 549353 886145 12.88% 3.571%

=
QO ~NO®

11 15.949 2149 2155 2169 rVB2 1394846 2125909 30.91% 8.566%
12 17.212 2363 2370 2376 rBV2 799746 1208769 17.57% 4.871%
13 18.129 2521 2526 2535 rBV2 71641 126858 1.84% 0.511%
14 19.856 2813 2820 2825 rBV 5047360 6878182 100.00% 27.715%
15 21.166 3038 3043 3051 rBV2 67367 130010 1.89% 0.524%

16 21.472 3087 3095 3104 rBV2 969273 1536828 22.34% 6.193%
17 24.533 3605 3616 3627 rBV 571000 1490700 21.67% 6.007%

Sum of corrected areas: 24817462
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033912.D

Aca On : 21 Apr 2018 8:50

Operator : SJ/JU

Sample : J2473-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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: BG033912.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033912.D

Aca On : 21 Apr 2018 8:50

Operator : SJ/JU

Sample : J2473-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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.

4.99 5.17 ng 103524 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Pentanol 88 C5H120 000584-02-1 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 290 (4.991 min): BG033912.D (-283) (-) m/z 43.00 100.00%
43
59
5000
101 460 4.80 500 520 540
O S SL L e 88 | 59 60 55, 89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRS U RN
460 4.80 5.00 5.20 5.40
m/z 101.00 16.74%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 500 520 540
5000 m/z 57.95 13.15%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2090: 3-Pentanol LI B L LB B L L B
59 460 4.80 5.00 5.20 5.40
m/z 41.00 8.31%
5000 31
41
o 15 2] “‘_ 53 170 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033912.D

Aca On : 21 Apr 2018 8:50

Operator : SJ/JU

Sample : J2473-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.36 Concentration Rank 2

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

7.36 67.26 ng 1347480 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 693 (7.359 min): BG033912.D (-686) (-) m/z 131.90 100.00%
5000 68
0 96 J T 750 1w Tho
ol |.7=~7,?.7.!,]19‘L??1.5,.. || M/z 68.00  45.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N L IR IR I
7.00 7.20 7.40 7.60
2 51 78 m/z 133.90 33.60%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
700 7.20 740 760
5000 m/z 66.00 30.33%
33 am . 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! A e
57 132 7.00 7.20 7.40 7.60
24 m/z 69.00 19.32%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, AN A U
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\
Data File : BG033912.D

Aca On : 21 Apr 2018 8:50

Operator : SJ/JU

Sample : J2473-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.13 2.10 ng 126858 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2526 (18.129 min): BG033912.D (-2521) (-) m/z 43.00 100.00%

60 73

5000

17.80 18.00 18.20 18.40

0 m/z 72.90 95.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

17.80 18.00 18.20 18.40

m/z 60.00 83.63%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.80 18.00 18.20 18.40
5000 129 m/z 41.00 74.42%
29 g7
115 | 143 199 242
101 157171185
oL 15 rl 213226
B L e RARRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid e e A R LS A
43 60 73 17.80 18.00 18.20 18.40
m/z 57.00 73.56%
5000 129
29
o 15 L_“u' 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
Data File : BG033912.D

Acq On = 21 Apr 2018 8:50

Operator : SJ/JU

Sample : J2473-15

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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... 4.99 5.2 ng 103524 1 7.83 400668 20.0
unknown? .36 7.36 67.3 ng 1347480 1 7.83 400668 20.0
n-Hexadecanoic acid 18.13 2.1 ng 126858 4 17.21 1208770 20.0
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