LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080318\
Data File : BG036090.D

Aca On : 3 Aug 2018 12:23

Operator : JU/SJ

Sample = J3826-06

Misc :

ALS Vial : 3 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

5.135 307 314 322 rBV 155625 243827 6.48% 1.500%
5.605 387 394 408 rBV 664699 1089236 28.93% 6.701%
rBv 583392 1069286 28.40% 6.578%
7.561 719 727 738 rBV 687451 1226834 32.59% 7.547%
8.019 800 805 816 rVvB 124997 212992 5.66% 1.310%
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8.342 852 860 869 rBvV 535109 941717 25.01% 5.793%
9.182 996 1003 1016 rBV 430130 811573 21.56% 4._.993%
10.821 1274 1282 1286 rBVY 138360 258633 6.87% 1.591%
10.874 1286 1291 1301 rVB 160827 314063 8.34% 1.932%
13.265 1691 1698 1716 rBV 1125669 1914989 50.87% 11.781%

=
QO ~NO®

11 14.645 1926 1933 1942 rBV3 218926 401852 10.67% 2.472%
12 16.138 2179 2187 2203 rBV 631310 1328795 35.30% 8.175%
13 17.395 2394 2401 2415 rBvV2 295312 562785 14.95% 3.462%
14 19.627 2775 2781 2798 rBV2 155016 426220 11.32% 2.622%
15 19.997 2838 2844 2858 rBV 2841856 3764686 100.00% 23.160%

16 20.250 2881 2887 2900 rBV 113871 249772 6.63% 1.537%
17 20.737 2965 2970 2982 rBV2 36859 70306 1.87% 0.433%

18 21.654 3119 3126 3138 rBV 384232 728935 19.36% 4._.484%
19 24.855 3660 3671 3688 rBV 179675 638714 16.97% 3.929%

Sum of corrected areas: 16255215
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080318\
Data File : BG036090.D

Aca On : 3 Aug 2018 12:23

Operator : JU/SJ

Sample = J3826-06

Misc :

ALS Vial : 3 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

Abundance TIC: BG036090.D

2500000

2000000

1500000

1000000

5.60

500000 9.18

5.13 8.02 107

7.00 750 8.00 8.50
TIC: BG036090.D

O
350 4.00 450 500 550 6.00 6.50

L R LA o o o B B ML
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

20100
2500000

2000000

1500000

13.26
1000000

16.14

500000 21.65

14.65 17.39

19.63 || 20.25

20.74
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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
TIC: BG036090.D

Time-->
Abundance

2500000

2000000

1500000

1000000

500000
24.86
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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\BG080318\
Data File : BG036090.D

Aca On : 3 Aug 2018 12:23

Operator : JU/SJ

Sample = J3826-06

Misc :

ALS Vial : 3 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 22.90 ng 243827 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
5 Tetraglyme 222 C10H2205 000143-24-8 25
Abundance Scan 313 (5.129 min): BG036090.D (-307) (-) m/z 43.15 100.00%

43.1
59.1
5000
101.2

480 500 520 5.40

73.2 84.0

! I Y N - m/z 59.15 70.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L LB LB |
59.0 4.80 500 520 5.40
m/z 101.15 26.00%
31.0 83.0 101.0
| MUY | NN M N M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #256: Guanidine
43.0 59.0
RN EEEEES
480 5.00 5.20 5.40
5000 18.0 m/z 58.15 14_.33%
| e
e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 5.00 5.20 5.40
m/z 41.15 10.52%
5000 41.0
0 I o 1260 1420
R E S A Ra B o e e RARARaman aRaEs MR EE St
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080318\
Data File : BG036090.D

Aca On : 3 Aug 2018 12:23

Operator : JU/SJ

Sample = J3826-06

Misc :

ALS Vial : 3 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 unknown7.56 Concentration Rank 1

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

7.56 115.20 ng 1226830 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 727 (7.561 min): BG036090.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2
720 7.40 7.60 7.80
o,...ﬂ.',ﬂ..l..l,l.. 2 e | m/z 68.15  47.28%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 R P R L
7.20 7.40 7.60 7.80
70.0 m/z 134.15 34 _.57%
0 'J'wbh”l' LI UL SIS UL UL WAL LI SR
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132.0
720 7.40 7.60 7.80
5000 m/z 66.15 32.34%
67.0
0|"'"‘lﬂ“'m'”''llu""'|"''|"''|""|""|""|""|""|"'
mz-> 0 50 100 150 200 250 300 350 400 450 500 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- P
132.0 7.20 7.40 7.60 7.80
m/z 69.25 22.16%
5000
15.0 63.0
O,anfﬁmrﬁ... L SN S U S WAL BRI S

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080318\
Data File : BG036090.D

Aca On : 3 Aug 2018 12:23

Operator : JU/SJ

Sample = J3826-06

Misc :

ALS Vial : 3 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 4 2,3,4,6-Tetramethoxystyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.25 6.85 ng 249772 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4.6-Tetramethoxvstvrene 224 C12H1604 048153-74-8 53
2 7-Methvl-6.8-bis(methvithio)pvrr... 224 C10H12N2S2 084201-40-1 50
3 1H-Purine-2.6-dione. 3.7-dihvdro... 224 C9H12N403 000569-34-6 43
4 3.7-Dimethvl-2-azafluorenone 209 C14H11NO 019337-28-1 38
5 1,3-Dimethyl-2-azafluorenone 209 C14H11NO 039795-66-9 38

Abundance Scan 2887 (20.250 min): BG036090.D (-2881) (-) m/z 224.25 100.00%
2243
5000 168.2 /\\KM
o1 W s . o | 2050 20020 2040 2060
O T T T e e T m/z 209.15 77 .87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80715: 2,3,4,6-Tetramethoxystyrene
224.0
5000 AU SRR BN BUR
20.00 20.20 20.40 20.60
m/z 168.15 48.20%
95.0  151.0
0""l""l""l"'l"l RN SRR WAL IR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #80469: 7-Methyl-6,8-bis(methylthio)pyrrolo[1,2]pyrazine
224.0
20.00 20.20 20.40 20.60
5000 m/z 167.15 32.29%
140.0
mz-> 50 100 150 200 250 300 350 400
Abundance #81459: 1H-Purine-2,6-dione, 3,7-dihydro-8-methoxy-1,3,7-t...
224.0 20.00 20.20 20.40 20.60
m/z 225.25 14 _.45%
83.0
5000
15.0
167.0
0"L§99"'|E"Ef'h"|'"'l""l""l""l""
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080318\
Data File : BG036090.D

Acq On : 3 Aug 2018 12:23

Operator : JU/SJ

Sample - J3826-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.13 22.9 ng 243827 1 8.02 212992 20.0
unknown? .56 7.56 115.2 ng 1226830 1 8.02 212992 20.0
2,3,4,6-Tetrameth... 20.25 6.8 ng 249772 5 21.65 728935 20.0
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