LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036240.D

Aca On : 9 Aug 2018 19:35

Operator : JU/SJ

Sample : J4379-12

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-BG071218 .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 5.132 307 314 322 rVB 23136 38222 1.58% 0.347%
2 5.596 386 393 407 rBV 236613 432527 17.89% 3.925%
3 7.182 656 663 676 rBV 145087 305149 12.62% 2.769%
4 7.546 718 725 741 rBV 473034 838227 34.66% 7.607%
5 8.010 797 804 815 rBV2 104826 187158 7.74% 1.699%
6 8.333 851 859 872 rBV 397245 726237 30.03% 6.591%
7 9.173 994 1002 1012 rBV 321153 653003 27.00% 5.926%
8 10.812 1272 1281 1286 rBV 119202 241268 9.98% 2.190%
9 10.859 1286 1289 1295 rVB2 28990 52790 2.18% 0.479%
10 13.256 1690 1697 1711 rBV 929653 1519101 62.82% 13.786%
11 14.084 1835 1838 1843 rVB2 21335 29143 1.21% 0.264%

12 14.631 1925 1931 1937 rBV2 216565 368292 15.23% 3.342%
13 14.695 1937 1942 1950 rVB2 71594 114794 4._75% 1.042%
14 15.036 1994 2000 2009 rBV 21987 43097 1.78% 0.391%
15 15.676 2104 2109 2115 rVB3 21388 36318 1.50% 0.330%

16 16.123 2178 2185 2197 rBV 829838 1319835 54.58% 11.978%
17 17.374 2393 2398 2403 rBV2 292412 458859 18.98% 4.164%

18 18.273 2547 2551 2556 rBV7 27771 48775 2.02% 0.443%
19 19.430 2744 2748 2752 rVB 53386 72884 3.01% 0.661%
20 19.788 2806 2809 2812 rBV 27839 39934 1.65% 0.362%

21 19.988 2837 2843 2852 rBV 1778394 2418215 100.00% 21.946%
22 21.639 3118 3124 3130 rBV2 329232 543208 22.46% 4 _.930%
23 24.823 3658 3666 3677 rVB3 181889 531974 22.00% 4.828%

Sum of corrected areas: 11019010
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080918\
Data File : BG036240.D

Aca On > 9 Aug 2018 19:35

Operator : JU/SJ

Sample : J4379-12

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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: BG036240.D

1500000

1000000

7.55
500000 8.33

5.60
513 7.{8 8.01 1081
) SSSSNE ON | \ |  UD | US.  ecN ———

Time--> 350 4.00 450 500 550 600 650 700 750 8.00 850 9.00 9.50 1000 1050 11.00 1150 1200 1250
Abundance TIC: BG036240.D

19.99

1500000

1000000113.26
16.12

500000 21.64
17.37

14.63
19.4319.7
14.08 %;7015.04 15.68 18.27 .4319.7¢

(O o o L L o e e o B LA o s o o L B e s o o o

Time--> 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 TIC: BG036240.D

1500000
1000000

500000

24.82
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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\BG080918\
Data File : BG036240.D

Aca On : 9 Aug 2018 19:35

Operator : JU/SJ

Sample : J4379-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.13 4.08 ng 38222 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 17
2 Guanidine 59 CH5N3 000113-00-8 9
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 314 (5.132 min): BG036240.D (-307) (-) m/z 43.15 100.00%
43.1 50.1
5000
101.2
511, ] 632 480 500 520 540
o m/z 59.15 82.84%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RN RN RARRE AR
480 5.00 5.20 5.40
59.0 1010 m/z 101.15  31.48%
0 21.0 350 | 510, 67.0 830 910 | |
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #258: Guanidine
43.0 59.0
480 500 520 540
5000 m/z 58.15 18.79%
28.0
Ot e e e
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl-
43.0 480 5.00 5.20 5.40
m/z 56.15 10.90%
5000
29.0 ‘ 55.0 83.0 98.0
Ot e P e e e LN AR AN AR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036240.D

Aca On : 9 Aug 2018 19:35

Operator : JU/SJ

Sample : J4379-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 1

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

7.55 89.57 ng 838227 1,4-Dichlorobenzene-d4 8.01
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 726 (7.552 min): BG036240.D (-718) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\
96.2 LA ISR I L I
40.1 07 1 447 7.20 7.40 7.60 7.80
01 : ; m/z 68.15 47 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A L IR UL L
7.20 7.40 7.60 7.80
70.0 m/z 134.15 33.19%
310 g
0'”I”'W!A'L“””h'ﬁ'”'P"I”“I”'W'”"'”I”'W'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
90 i 75 7o 760 780
5000 ' m/z 66.15 31.67%
31.0
0"'P'mm?q'ld'ﬂv"wj”'l”"P"W"”I'”'"'W"”I'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14503: 1H-Benzimidazole, 2-methyl- R ama AR RRREE B
132.0 7.20 7.40 7.60 7.80
m/z 69.15 21.41%
5000
15.0 3% -0 I 63“\0 Iy 10‘\1 0 |
m/z--> 25 Jo 60 éo 100 120 140 160 180 200 220 240 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080918\
Data File : BG036240.D

Aca On : 9 Aug 2018 19:35

Operator : JU/SJ

Sample : J4379-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 5 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.27 2.13 ng 48775 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 Undecanoic acid 186 C11H2202 000112-37-8 50
3 Nonanoic acid 158 C9H1802 000112-05-0 43
4 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 38
5 Dodecanoic acid, l-methylethyl e... 242 C15H3002 010233-13-3 35
Abundance Scan 2551 (18.273 min): BG036240.D (-2547) (-) m/z 73.15 100.00%
5000
1533 185.2 25642843  344.0 18.00 18.20 18.40 18.60
0 T T—— m/z 60.15  94.06%
m/z--> 50 100 150 200 250 300
Abundance #72643: Tridecanoic acid
43.0 |30
5000 129.0
18.00 18.20 18.40 18.60
1710 m/z 43.15 91.18%
.ol \ 214.0
0! Y G —
m/z--> 50 100 150 200 250 300
Abundance #50051: Undecanoic acid
60.0
18.00 18.20 18.40 18.60
5000 m/z 41.15 64 .95%
29.0 129.0
L, T
0..‘.‘.‘l‘ll.‘”.Il‘.‘.”..ll....‘. e e ———y
m/z--> 50 100 150 200 250 300
Abundance #30178: Nonanoic acid e e ERRES BE s
60.0 18.00 18.20 18.40 18.60
m/z 55.15 53.25%
5000
29'0‘ ‘ 870 1" 158.0
oL, .H. ‘-H“Hl‘ .".‘J‘,‘ .‘. ‘. e — —
m/z--> 50 100 150 200 250 300 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\BG080918\
Data File : BG036240.D

Acq On : 9 Aug 2018 19:35

Operator : JU/SJ

Sample : J4379-12

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.13 4.1 ng 38222 1 8.01 187158 20.0
unknown? .55 7.55 89.6 ng 838227 1 8.01 187158 20.0
Tridecanoic acid 18.27 2.1 ng 48775 4 17.37 458859 20.0
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