LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035425.D

Aca On 27 Jun 2018 00:43

Operator : JU/SJ

Sample : J3695-04

Misc :

ALS Vial : 18 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 G\METHODS\8270-BG060718 .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 5.165 314 319 328 rVB 39471 63805 2.03% 0.425%
2 5.629 390 398 408 rBV 471738 780437 24.85% 5.197%
3 7.210 660 667 678 rBV 432611 752269 23.95% 5.009%
4 7.585 722 731 740 rBV 604187 1062107 33.82% 7.072%
5 8.050 803 810 818 rBV2 173252 294749 9.38% 1.963%
6 8.373 856 865 875 rBV 466481 818026 26.04% 5.447%
7 9.213 1000 1008 1016 rBV 416930 753247 23.98% 5.016%
8 10.858 1280 1288 1296 rBV 221797 412395 13.13% 2.746%
9 13.295 1696 1703 1710 rVB 1142152 1730481 55.10% 11.523%
10 14.118 1839 1843 1847 rVB 21526 33594 1.07% 0.224%

11 14.670 1929 1937 1948 rVB2 378241 626911 19.96% 4._.174%
12 16.156 2184 2190 2203 rVB 1029431 1595722 50.80% 10.626%
13 17.413 2398 2404 2411 rBV 537811 845919 26.93% 5.633%
14 18.295 2549 2554 2562 rBV3 53842 88581 2.82% 0.590%
15 19.563 2766 2770 2773 rBV5 23784 34502 1.10% 0.230%

16 20.022 2842 2848 2855 rBV 2430866 3140877 100.00% 20.914%
17 20.891 2992 2996 3002 rVB 44268 61138 1.95% 0.407%

18 21.678 3123 3130 3137 rBV 612736 977642 31.13% 6.510%
19 24.891 3667 3677 3690 rBV2 323427 945351 30.10% 6.295%

Sum of corrected areas: 15017753
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062618\
Data File : BG035425.D

Aca On : 27 Jun 2018 00:43

Operator : JU/SJ

Sample : J3695-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG060718 .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: BG035425.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035425.D

Aca On 27 Jun 2018 00:43

Operator : JU/SJ

Sample = J3695-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.17 4.33 ng 63805 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 42
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 40
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32

Abundance Scan 320 (5.171 min): BG035425.D (-314) (-) m/z 43.15 100.00%
43.1
5000
101.2 rosorrves) A\
480 500 520 5.40 5.60
e e 233 Tn/z 59.15  51.76%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 480 5.00 520 5.40 5.60
m/z 56.15 10.06%
5000 101.0
,..l.l,t...,....,....,....,....,....,....,....,...., . VSR b
m/z--> 0 50 100 150 200 250 300 350 400 450 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035425.D

Aca On 27 Jun 2018 00:43

Operator : JU/SJ

Sample = J3695-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 1

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

7.59 72.07 ng 1062110 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 732 (7.591 min): BG035425.D (-722) (-) m/z 132.15 100.00%
13p.2
5000 68.2
w1 || %2 750 740 760 780 500
177.3 2252  268.6 315.4 m/z 68.15 47 50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR UL LS L
7.20 7.40 7.60 7.80 8.00
m/z 134.15 35.36%
31.0 ‘
O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 33.80%
15.0 39.0 63.0 92.0
mﬂmﬂmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #14491: 5-Aminoindole R R RmmEE T
132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.15 20.75%

5000

104.0

66.0
14.0 39.0,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062618\
Data File : BG035425.D

Aca On 27 Jun 2018 00:43

Operator : JU/SJ

Sample = J3695-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.
18.29 2.09 ng 838581 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 2553 (18.289 min): BG035425.D (-2549) (-) m/z 73.15 100.00%
73.2
5000 431
972 129.2 213.3
157.2 1852 256.4 po0 o 18.00 18.20 18.40 18.60
| m/z 60.15 58.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
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Abundance #84453: Tetradecanoic acid R ERREE RS
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062618\
Data File : BG035425.D

Acq On 27 Jun 2018 00:43

Operator : JU/SJ

Sample - J3695-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.17 4.3 ng 63805 1 8.05 294749 20.0
unknown? .59 7.59 72.1 ng 1062110 1 8.05 294749 20.0
n-Hexadecanoic acid 18.29 2.1 ng 88581 4 17.41 845919 20.0
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