LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028662.D

Aca On : 12 Sep 2017 5:40

Operator : SJ/JU

Sample : 15123-06

Misc :

ALS Vial : 27 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:\HPCHEM1\BNA G\METHODS\8270-BG090717.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal - TIC: BG028663.D

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.444 308 316 323 rBV 50629 83732 3.43% 0.628%
2 5.908 388 395 410 rBV 571249 968353 39.61% 7.259%
3 7.489 656 664 678 rBV 567116 1041806 42.61% 7.810%
4 7.871 721 729 737 rBV 541868 965251 39.48% 7.236%
5 8.335 801 808 816 rBV 136496 240831 9.85% 1.805%

8.658 854 863 874 rBV 390375 721016 29.49% 5.405%
9.504 999 1007 1017 rBV 319535 599327 24.52% 4._.493%
11.155 1279 1288 1297 rBV 169527 326373 13.35% 2.447%
13.564 1688 1698 1707 rBV 921974 1432028 58.58% 10.735%
14.381 1831 1837 1843 rBV 65705 106059 4_.34% 0.795%

=
QO ~NO®

11 14.945 1924 1933 1943 rBV2 287042 491593 20.11% 3.685%
12 16.431 2179 2186 2195 rBV 847213 1367022 55.92% 10.247%
13 17.695 2394 2401 2413 rBV 459553 708968 29.00% 5.315%
14 18.541 2540 2545 2554 rBV2 50927 85335 3.49% 0.640%
15 19.804 2756 2760 2766 rBv4 28830 43785 1.79% 0.328%

16 20.280 2835 2841 2847 rBV 1899702 2444706 100.00% 18.326%
17 21.608 3060 3067 3071 rBV10 13895 35922 1.47% 0.269%

18 22.025 3131 3138 3148 rBV2 474540 849318 34.74% 6.367%
19 25.532 3722 3735 3749 rVB2 256966 828711 33.90% 6.212%

Sum of corrected areas: 13340136
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028662.D

Aca On : 12 Sep 2017 5:40

Operator : SJ/JU

Sample : 15123-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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: BG028663.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028662.D

Aca On : 12 Sep 2017 5:40

Operator : SJ/JU

Sample : 15123-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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.

5.44 6.95 ng 83732 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 315 (5.438 min): BG028662.D (-308) (-) m/z 43.10 100.00%
31
59.1
5000
1011 IRREE R RN U L
731 520 5.40 5.60 5.80
Ob e ol T3 831 | /7 59.10  73.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI B R R
59.0 520 540 560 5.80
0
150 a0 1010 m/z 101.10 22 .20%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
" 520 540 560 580
5000 m/z 41.10 15.60%
101.0
15.0 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one
43.0 520 5.40 5.60 5.80
m/z 58.10 15.31%
5000
55.0
150 27.0
o SRR 710 830 980
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028662.D

Aca On : 12 Sep 2017 5:40

Operator : SJ/JU

Sample : 15123-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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 unknown7.87 Concentration Rank 1

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

7.87 80.16 ng 965251 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 729 (7.871 min): BG028662.D (-721) (-) m/z 132.10 100.00%
13R.1
5000 68.1
7.60 7.80 8.00 8.20
ol i, ?‘{’?-P. L2247 2899 400 Tn/z 68.10 47.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 S LA S AR
7.60 7.80 8.00 8.20
m/z 66.10 32.05%
31.0
20 |
0"'M“Mw““\""l""l"" Y SR DU BN
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
9.0 "7k 750 500 850
5000 m/z 134.10 30.89%
31.0
e L L L W L UL UL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #14491: 5-Aminoindole R e R
132.0 7.60 7.80 8.00 8.20
m/z 69.10 21.50%
5000

66.0
27.0 . |, 102.0

o+t

T T
m/z--> 50 100 150 200 250 300 350 400 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028662.D

Aca On : 12 Sep 2017 5:40

Operator : SJ/JU

Sample : 15123-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.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.
18.54 2.41 ng 85335 Phenanthrene-d10 17.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 2545 (18.541 min): BG028662.D (-2540) (-) m/z 60.10 100.00%
6d.1
5000
85.1 129.1 213.2
39 w“v 0 1571 1851 256.2 18.20 18.40 18.60 18.80
(o} - m/z 55.10 89.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.20 18.40 18.60 18.80

83.0 0
157.0 1g50 2130 256.0 m/z 73.10 82.61%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0
18.20 18.40 18.60 18.80
5000 129.0 m/z 43.10 80.18%
185.0
97.0 228.0
0L15:0 157.0 2090
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 73.0 18.20 18.40 18.60 18.80
m/z 57.10 72.62%
5000
Ob b i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091117\
Data File : BG028662.D

Acq On : 12 Sep 2017 5:40

Operator : SJ/JU

Sample : 15123-06

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .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]
2-Pentanone, 4-hy... 5.44 7.0 ng 83732 1 8.33 240831 20.0
unknown? .87 7.87 80.2 ng 965251 1 8.33 240831 20.0
n-Hexadecanoic acid 18.54 2.4 ng 85335 4 17.69 708968 20.0
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