LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120417\

Data File : BG031360.D

Aca On : 4 Dec 2017 23:38 Instrument :
Operator : SJ/JU BNA_G

Sample - 16690-01 ClientSampleld :
Misc - BAYWAY-PHASE-3
ALS Vial : 13 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-BG111017.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 5.690 402 409 420 rBV 454089 828398 12.47% 3.157%
2 7.294 674 682 701 rBV2 276217 556235 8.38% 2.120%
3 7.659 737 744 756 rBV 910384 1667397 25.11% 6.354%
4 8.129 817 824 833 rBV 206358 360800 5.43% 1.375%
5 8.452 871 879 892 rBV 910036 1653913 24.90% 6.302%

9.298 1014 1023 1037 rBvV 645284 1280085 19.27% 4._.878%
10.943 1296 1303 1323 rBV 249373 544155 8.19% 2.074%
13.369 1709 1716 1728 rBV 2256043 3768712 56.75% 14.361%
496002 874707 13.17% 3.333%
16.237 2197 2204 2219 rBV 1892951 3069767 46.22% 11.697%
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11 17.153 2354 2360 2369 rBvV 190265 381077 5.74% 1.452%
12 17.488 2407 2417 2430 rBv2 788850 1289786 19.42% 4.915%
13 18.358 2560 2565 2575 rBV2 59052 116192 1.75% 0.443%
14 19.615 2775 2779 2787 rBV2 77380 144506 2.18% 0.551%
15 20.079 2852 2858 2868 rBV 4734675 6641447 100.00% 25.308%

16 21.378 3075 3079 3090 rBV7 31867 81045 1.22% 0.309%
17 21.760 3137 3144 3158 rBV 898691 1540001 23.19% 5.868%
18 25.050 3694 3704 3721 rBV2 464440 1444729 21.75% 5.505%

Sum of corrected areas: 26242952
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120417\

Data File : BG031360.D

Aca On : 4 Dec 2017 23:38

Operator : SJ/JU

ﬁ?ggle i 16690-01 BAYWAY-PHASE-3
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG031360.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120417\

Data File : BG031360.D

Aca On : 4 Dec 2017 23:38

Operator : SJ/JU

Sample : 16690-01 A e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1

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

7.66 92.43 ng 1667400 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 744 (7.659 min): BG031360.D (-737) (-) m/z 132.00 100.00%
132
5000 68 /\¥
0 g si g || 5 g 9|6 108 ¢ 740 7.60 7.80 8.00
Obrrprrrr e U e b e bl e e m/z 68.00 37.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal /\
132
5000 67 AU L I R U
a1 o7 7.40 7.60 7.80 8.00
53 117 m/z 134.00 31.31%
0 ..,....,....,?ﬁ‘..,....,....,....,....,...??....,?9.5.,....,1.2.?., [
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132
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5000 m/z 66.00 24 .34%
104
oL 14 27 37 4451 58 % 77 599, | 115
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Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132 740 7.60 7.80 8.00

m/z 69.10 15.30%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120417\

Data File : BG031360.D

Aca On : 4 Dec 2017 23:38

Operator : SJ/JU

Sample : 16690-01 A e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.62 2.24 ng 144506 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 92
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2780 (19.621 min): BG031360.D (-2775) (-) m/z 73.00 100.00%
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Abundance #131258: Octadecanoic acid
43 57 73
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87
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Abundance #39473: n-Decanoic acid
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG120417\

Data File : BG031360.D

Acq On : 4 Dec 2017 23:38

Operator : SJ/JU

Sample - 16690-01 BAYWAY-PHASE-3
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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]
unknown? .66 7.66 92.4 ng 1667400 1 8.13 360800 20.0
Octadecanoic acid 19.62 2.2 ng 144506 4 17.49 1289790 20.0
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