LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\

Data File : BG035182.D

Aca On 15 Jun 2018 21:40 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
a?zgle ; J3464-03 SBA&COME
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:\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 5.174 313 321 329 rBV 73223 118728 2.77% 0.527%
2 5.632 389 399 413 rBY 1063904 1710907 39.86% 7 .589%
3 7.218 660 669 679 rBY 1114834 1990505 46.38% 8.829%
4 7.594 726 733 741 rBVY 1055959 1812643 42.23% 8.040%
5 8.064 806 813 820 rVB 179952 304947 7.11% 1.353%

8.387 859 868 876 rBvV 764222 1302987 30.36% 5.780%
9.221 1003 1010 1020 rBV 661921 1204229 28.06% 5.342%
10.866 1283 1290 1301 rBV 231629 418609 9.75% 1.857%
13.310 1698 1706 1713 rBV 1686992 2616988 60.97% 11.608%
14.132 1838 1846 1855 rBVY 175712 272954 6.36% 1.211%

=
QO ~NO®

11 14.684 1931 1940 1947 rBV2 402758 664896 15.49% 2.949%
12 16.171 2185 2193 2204 rBV 1644379 2616477 60.96% 11.606%
13 16.382 2225 2229 2238 rVB2 26338 46869 1.09% 0.208%
14 17.428 2401 2407 2414 rBV 579499 894190 20.83% 3.966%
15 18.309 2552 2557 2563 rBV 116050 165144 3.85% 0.733%

16 19.578 2769 2773 2780 rBV3 44551 70509 1.64% 0.313%
17 20.036 2844 2851 2860 rBV 3131409 4291918 100.00% 19.038%
18 21.346 3069 3074 3083 rBV5 35901 88938 2.07% 0.395%

19 21.693 3126 3133 3141 rBV2 633453 1047459 24.41% 4.646%
20 24.918 3672 3682 3693 rBV2 288658 904056 21.06% 4_.010%

Sum of corrected areas: 22543953
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061518\

BG035182.D

15 Jun 2018 21:40

SJ/Ju

J3464-03

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035182.D

5.63 722 759

517 8.06

10.87

0

Time--> 3.50

400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10

T T T T
00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

13.31

TIC: BG035182.D

16.17

17.43
14.68

14.13 18.31

l16.38 19.58

20.04

21.69

21.35

Time-->

A
T T

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035182.D

24.92

0l

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035182.D

Aca On : 15 Jun 2018 21:40

Operator : SJ/JU

Sample : J3464-03

Misc :

ALS Vial : 9 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 7.79 ng 118728 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 320 (5.168 min): BG035182.D (-313) (-) m/z 43.15 100.00%
43.1
5000
101.2 e
480 5.00 5.20 5.40 5.60
ol ..Jll,'l.7.3'§.-,|. s B4 Thyz 59.15 59.12%
m/z--> 50 100 150 200 250 300 350
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A S IR L

480 5.00 520 5.40 5.60
m/z 101.15  27.19%

101.0

0..“‘.“.“,‘...‘.,‘....,....,.... — T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
R e S REm e
4.80 5.00 5.20 5.40 5.60
m/z 58.15 17.82%
5000 101.0
70.0
15.0
O L e e B e e O R N LA e e s o s s s o o e L o
m/z--> 50 100 150 200 250 300 350
Abundance #4035: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.15 12.06%
5000
101.0
15.0
o B
m/z--> 50 100 150 200 250 300 350 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035182.D

Aca On : 15 Jun 2018 21:40

Operator : SJ/JU

Sample : J3464-03

Misc :

ALS Vial : 9 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.

7.59 118.88 ng 1812640 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 732 (7.588 min): BG035182.D (-726) (-) m/z 132.15 100.00%
13p.2
68.2
5000
201 | 1paz 720 7.40 7.60 7.80 8.00
o! P. 283 301 386 m/z 68.15  52.30%
m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 RS ARSI AR R
7.20 7.40 7.60 7.80 8.00
m/z 134.15 34.18%
31.0 60? ‘
0 ..H““.‘luuu‘.luuuuluuuu....|....|...
m/z--> 100 150 200 250 300 350
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 33.44%
. ogg 630 1040
m/z--> " 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 22.81%
5000
33.0 QIT ‘
m/z--> 50 100 150 200 250 300 350 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\BG061518\
Data File : BG035182.D

Aca On : 15 Jun 2018 21:40

Operator : SJ/JU

Sample : J3464-03

Misc :

ALS Vial : 9 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.
18.31 3.69 ng 165144 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Octadecanoic acid 284 C18H3602 000057-11-4 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 2557 (18.309 min): BG035182.D (-2552) (-) m/z 73.15 100.00%
73.2
5000
18.00 18.20 18.40 18.60
0 m/z 60.15 76.38%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R SR SUULR I IS
18.00 18.20 18.40 18.60
171.0213.0256.0 m/z 57.20 62.97%
0‘
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 43.25 62.23%
24 199.0242.0
L S S S B S L S I S
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0 18.00 18.20 18.40 18.60
m/z 55.15 51.62%
3.0 129.0
185.0
ob il 241.0 372.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061518\
Data File : BG035182.D

Acq On : 15 Jun 2018 21:40

Operator : SJ/JU

Sample - J3464-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.17 7.8 ng 118728 1 8.06 304947 20.0
unknown? .59 7.59 118.9 ng 1812640 1 8.06 304947 20.0
n-Hexadecanoic acid 18.31 3.7 ng 165144 4 17.43 894190 20.0
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