LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042017\

Data File : BG026685.D

Aca On - 20 Apr 2017 21:29 Instrument :
Operator : SJ/MA BNA_G

Sample - 12778-03 ClientSampleld :
Misc - ESTWALL-041917
ALS Vial : 9 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-BG041817.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 5.129 340 347 357 rBV 289889 445104 3.67% 0.652%
2 5.617 423 430 446 rBVY 3136874 5035831 41.51% 7.378%
3 7.221 695 703 716 rBVY 2982724 5284538 43.56% 7.743%
4 7.573 754 763 779 rBVY 3211507 5611676 46.26% 8.222%
5 8.031 834 841 849 rBV 557515 927732 7.65% 1.359%

8.355 887 896 906 rBV 2378662 4151824 34.23% 6.083%
9.189 1030 1038 1048 rBV 1805178 3176112 26.18% 4.654%
10.828 1305 1317 1326 rBV 782037 1416641 11.68% 2.076%
13.267 1724 1732 1739 rBV 5115897 7881891 64.98% 11.549%
14.083 1864 1871 1881 rBV 1038671 1518264 12.52% 2.225%

=
QO ~NO®

11 14.635 1955 1965 1975 rBV2 1273907 2107654 17.37% 3.088%
12 16.122 2208 2218 2232 rBV 5143095 7867040 64.85% 11.527%
13 16.328 2248 2253 2255 rBV 97437 128283 1.06% 0.188%
14 17.368 2424 2430 2444 rBV 1882407 2947166 24.30% 4.318%
15 18.249 2575 2580 2589 rBv2 173891 313361 2.58% 0.459%

16 19.512 2792 2795 2806 rBV5 64043 127720 1.05% 0.187%
17 19.970 2866 2873 2886 rBVY 8949251 12130503 100.00% 17.774%

18 21.616 3146 3153 3166 rBV 2259937 3581951 29.53% 5.248%
19 24.788 3682 3693 3707 rBV2 1278657 3596841 29.65% 5.270%

Sum of corrected areas: 68250132
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\Data\BG042017\

Data File : BG026685.D

Aca On : 20 Apr 2017 21:29

Operator : SJ/MA

ﬁ?ggle i 12778-03 ESTWALL-041917
ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG041817 .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: BG026685.D
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Abundance TIC: BG026685.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042017\

Data File : BG026685.D

Aca On : 20 Apr 2017 21:29

Operator : SJ/MA

a?ggle i 12778-03 ESTWALL-041917
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_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 unknown5.13 Concentration Rank 3

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

5.13 9.60 ng 445104 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 47
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 347 (5.129 min): BG026685.D (-340) (-) m/z 43.10 100.00%
43 59
5000
101
P T T T
83 4.80 5.00 5.20 5.40
oY SN ) ) N . A m/z 59.10 85.22%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #256: Guanidine
43 59
5000] 18 LA RS SRR AR
4.80 5.00 5.20 5.40
m/z 101.10 33.30%
1
|

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
N e e S Bmman
480 5.00 5.20 5.40
5000 m/z 58.10 22.80%
59
27 0 83 101
T o e B LN L s e i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 480 5.00 5.20 5.40
m/z 41.10 7.85%
5000
41
29 101
ST Y . —
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042017\

Data File : BG026685.D

Aca On : 20 Apr 2017 21:29

Operator : SJ/MA

a?ggle i 12778-03 ESTWALL-041917
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_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 unknown7.57 Concentration Rank 1

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

7.57 120.98 ng 5611680 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (7.567 min): BG026685.D (-754) (-) m/z 132.10 100.00%
132
5000
68
96 b0 70 760 7RO 800
40 7.20 7.40 7.60 7.80 8.00
....~;--..:-.,:|-..'.,...!,-:.1.1.?.. e A88.207 236 814 Thso68.10  34.86%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SARAE AR AR
7.20 7.40 7.60 7.80 8.00
m/z 134.10 34 _.57%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 21.49%
41 97
117
82
WTWWWWWWWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52379: Tranylcypromine-propionyl R e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.10 13.21%
5000 og 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042017\

Data File : BG026685.D

Aca On : 20 Apr 2017 21:29

Operator : SJ/MA

a?ggle i 12778-03 ESTWALL-041917
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_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.
18.25 2.13 ng 313361 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Trehalose 342 C12H22011 000099-20-7 47
Abundance Scan 2580 (18.249 min): BG026685.D (-2575) (-) m/z 73.10 100.00%
43 5
5000
213
43157171185, 99 236 - 18.00 18.20 18.40 18.60
m/z 60.10 83.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000
18.00 18.20 18.40 18.60
m/z 57.10 64 .90%
143157171185]_99213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 L3
57 18.|00 18.|20 18.|40 18.|60
5000 29 m/z 43.10 63.64%
129
87 115 171 214
101 143157 | 185
WWWWWTWWWWWF
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid e S e
73 18.00 18.20 18.40 18.60
43 m/z 55.10 55.24Y%
5000
miz--> ' 18.00 1820 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG042017\

Data File : BG026685.D

Acq On : 20 Apr 2017 21:29

Operator : SJ/MA

a?ggle i 12778-03 ESTWALL-041917
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041817 .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]
unknown5.13 5.13 9.6 ng 445104 1 8.03 927732 20.0
unknown? .57 7.57 121.0 ng 5611680 1 8.03 927732 20.0
n-Hexadecanoic acid 18.25 2.1 ng 313361 4 17.37 2947170 20.0
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