LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035181.D

Aca On 15 Jun 2018 21:01

Operator : SJ/JU

Sample : J3464-02

Misc :

ALS Vial : 8 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 5.171 315 320 328 rVB 63849 100283 2.42% 0.493%
2 5.635 391 399 411 rBV 911888 1460869 35.29% 7.177%
3 7.221 659 669 681 rBY 1009138 1742326 42.09% 8.560%
4 7.597 725 733 745 rBV 890504 1565028 37.81% 7.689%
5 8.061 804 812 819 rBV 151607 253808 6.13% 1.247%

8.384 859 867 876 rBvV 643650 1128240 27.26% 5.543%
9.224 1002 1010 1021 rBV 601927 1060418 25.62% 5.210%
10.869 1282 1290 1297 rVB 201328 353941 8.55% 1.739%
1488080 2357332 56.95% 11.581%
14.129 1837 1845 1855 rBVY 178634 266167 6.43% 1.308%
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11 14.681 1931 1939 1948 rVB2 366443 589029 14.23% 2.894%
12 16.168 2184 2192 2204 rBV 1558114 2405872 58.12% 11.819%
13 17.425 2398 2406 2414 rBV 544088 840632 20.31% 4_.130%
14 18.312 2552 2557 2562 rBV 95164 141579 3.42% 0.696%

15 19.252 2714 2717 2721 rVB5 50142 62748 1.52% 0.308%
16 19.575 2767 2772 2780 rBvV4 43552 72949 1.76% 0.358%
17 20.033 2844 2850 2860 rBV 3124485 4139195 100.00% 20.335%
18 21.349 3069 3074 3081 rBV10 16544 44838 1.08% 0.220%

19 21.695 3126 3133 3140 rBvV2 579987 966024 23.34% 4.746%
20 24.920 3673 3682 3696 rBV2 251717 803976 19.42% 3.950%

Sum of corrected areas: 20355254
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035181.D

Aca On 15 Jun 2018 21:01

Operator : SJ/JU

Sample : J3464-02

Misc :

ALS Vial : 8 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

Abundance TIC: BG035181.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035181.D

Aca On 15 Jun 2018 21:01

Operator : SJ/JU

Sample : J3464-02

Misc :

ALS Vial : 8 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 7.90 ng 100283 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 45
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 25

Abundance Scan 320 (5.171 min): BG035181.D (-315) (-) m/z 43.15 100.00%
431
5000
101.2
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
462.6 480 5.00 520 5.40 5.60
L S o m/z 59.15 64.69%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SN UL AN
480 5.00 520 5.40 5.60
m/z 101.15 30.80%
‘ 101.0
OI'NHI”'“'L"'I'”'I"'W""I”"I"”I""I”
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
480 500 520 540 560
0
5000 1010 m/z 58.10 19.41%
L s L I L UL U UL B B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4488: Propane, 1-ethoxy-2-methyl-
54.0 480 5.00 520 5.40 5.60
m/z 41.25 8.98%
5000
0 I ‘ | 10\20
mz-> 0 50 100 150 200 250 300 350 400 450 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061518\
Data File : BG035181.D

Aca On 15 Jun 2018 21:01

Operator : SJ/JU

Sample : J3464-02

Misc :

ALS Vial : 8 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 unknown7.60 Concentration Rank 1

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

7.60 123.32 ng 1565030 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 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 734 (7.603 min): BG035181.D (-725) (-) m/z 132.15 100.00%
13p.2
5000 68.2

7.20 7.40 7.60 7.80 8.00

0 bl A 20rs 8 821 "m/z 68.15  49.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 {\|||||||||||||||||||||

7.20 7.40 7.60 7.80 8.00
m/z 134.15  33.73%

31.0
ol ‘ Lpgil 1
L e B N A o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132.0
s B
69.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.39%
31.0
ot
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- . RS R R e
132.0 720 740 760 780 800

m/z 69.15 20.75%
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67.0
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m/z--> 50 100 150 200 250 300 350 400 450 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 : BG035181.D

Aca On 15 Jun 2018 21:01

Operator : SJ/JU

Sample : J3464-02

Misc :

ALS Vial : 8 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 3.37 ng 141579 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Dodecanoic acid 200 C12H2402 000143-07-7 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68
Abundance Scan 2557 (18.312 min): BG035181.D (-2552) (-) m/z 73.15 100.00%
74.2
43.1
5000 129.2
97.2 213.3
| 1572 1853 35 256.4 18.00 18.20 18.40 18.60
S — T : m/z 60.15 79.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0

18.00 18.20 18.40 18.60

83.0
1570 1g50 2130 256.0 m/z 57.15  53.89%

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 55.25 53.06%
171.0
97.0 214.0
152.0
O T T T e T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
m/z 43.15 48.67%
43.0
5000 129.0
0,.”.“.”,”.
m/z--> 20 80 100 120 140 160 180 200 220 240 260 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 : BG035181.D

Acq On 15 Jun 2018 21:01

Operator : SJ/JU

Sample - J3464-02

Misc :

ALS Vial : 8 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 7.9 ng 100283 1 8.06 253808 20.0
unknown? .60 7.60 123.3 ng 1565030 1 8.06 253808 20.0
n-Hexadecanoic acid 18.31 3.4 ng 141579 4 17.42 840632 20.0
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