LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106812.D

Aca On : 26 Jun 2018 9:55

Operator : JU/SJ

Sample = J3596-02RE

Misc :

ALS Vial : 40 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 F\METHODS\8270-BF061918 .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 5.184 481 484 489 rBB 6623 6156 1.78% 0.161%
2 5.595 551 554 563 rBV 121598 113092 32.64% 2.953%
3 6.595 721 724 730 rBV2 70333 69908 20.18% 1.826%
4 6.731 744 747 758 rBB 266383 225538 65.09% 5.890%
5 6.960 782 786 789 rBV 323095 268149 77 .39% 7.003%
6 7.113 808 812 816 rBV 296476 238226 68.75% 6.221%
7 7.519 877 881 890 rBV 193210 163583 47.21% 4.272%
8 8.242 1000 1004 1009 rBV 350232 302471 87.29% 7 .899%
9 8.636 1068 1071 1077 rBV 10271 12615 3.64% 0.329%
10 9.166 1159 1161 1163 rBV 13185 7944 2.29% 0.207%
11 9.195 1163 1166 1171 rVB 74402 55796 16.10% 1.457%
12 9.313 1182 1186 1200 rBV 364269 310646 89.65% 8.113%
13 9.454 1208 1210 1214 rBV 40696 27786 8.02% 0.726%
14 9.489 1214 1216 1219 rVvVv 23176 17839 5.15% 0.466%
15 9.519 1219 1221 1230 rVB 176900 153802 44.39% 4._.017%
16 9.707 1250 1253 1256 rBV 5220 4247 1.23% 0.111%
17 10.001 1299 1303 1315 rBB 330006 295419 85.26% 7.715%
18 10.407 1369 1372 1377 rVB2 6740 7665 2.21% 0.200%
19 10.789 1434 1437 1447 rBB 138707 137305 39.63% 3.586%
20 10.883 1451 1453 1457 rBB 4526 4347 1.25% 0.114%
21 11.489 1553 1556 1564 rBV 314592 299932 86.56% 7.833%
22 11.630 1572 1580 1582 rBV 5197 10148 2.93% 0.265%
23 12.713 1752 1764 1767 rBV2 6540 18013 5.20% 0.470%
24 12.877 1789 1792 1794 rBB 23333 18014 5.20% 0.470%
25 13.071 1822 1825 1829 rBV 419374 346494 100.00% 9.049%
26 13.583 1908 1912 1914 rBV 20410 16553 4.78% 0.432%
27 13.630 1914 1920 1921 rVV3 6272 8014 2.31% 0.209%
28 13.654 1922 1924 1931 rVB3 4112 7781 2.25% 0.203%
29 13.960 1973 1976 1981 rBV 10668 11685 3.37% 0.305%
30 14.148 2004 2008 2014 rBV 383443 340873 98.38% 8.902%
31 14.277 2028 2030 2035 rVB3 6307 6246 1.80% 0.163%
32 14.389 2044 2049 2051 rBv4 2486 4297 1.24% 0.112%
33 14.595 2081 2084 2087 rBV2 6853 6794 1.96% 0.177%
34 14.771 2110 2114 2116 rBV2 4178 6072 1.75% 0.159%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106812.D

Aca On : 26 Jun 2018 9:55

Operator : JU/SJ

Sample = J3596-02RE

Misc :

ALS Vial : 40 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.918 2135 2139 2143 rVB 9025 9562 2.76% 0.250%
36 14.995 2150 2152 2155 rBV3 4719 4621 1.33% 0.121%
37 15.271 2194 2199 2203 rVB5 9129 14134 4.08% 0.369%
38 15.495 2233 2237 2238 rBvV4 3833 4631 1.34% 0.121%
39 15.689 2262 2270 2278 rBV 165450 263175 75.95% 6.873%
40 15.936 2308 2312 2313 rBV3 6998 9636 2.78% 0.252%

Sum of corrected areas: 3829209
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106812.D

Aca On : 26 Jun 2018 9:55

Operator : JU/SJ

Sample = J3596-02RE

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF106812.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106812.D

Aca On : 26 Jun 2018 9:55

Operator : JU/SJ

Sample = J3596-02RE

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.73 Concentration Rank 2

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

6.73 16.82 ng 225538 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 747 (6.731 min): BF106812.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 %.1 6.40 6.60 6.80 7.00
01 m/z 68.10 40.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BRSNS
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.02%
0"P'“P'”J”J“J'WL“'P”lP'”I”“I”'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .02%
104.0
39.0 51.0 65.0 780 91.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl- B A
132.0 6.40 6.60 6.80 7.00

m/z 69.10 15.78%

5000

63.0
150 27.0 39.0 520 "% 77.0 920 1040 1170

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106812.D

Aca On : 26 Jun 2018 9:55

Operator : JU/SJ

Sample = J3596-02RE

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 2,4-diisocyanato-1... Concentration Rank 4

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

9.20 3.78 ng 55796 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2.4-diisocvanato-1-methvl- 174 C9H6N202 000584-84-9 95
2 Benzo Ifl-1.5-diazabicvclol3.2.2... 174 C11H14N2 007092-76-4 64
3 Benzene. 1.3-diisocvanato-2-methvl- 174 C9H6N202 000091-08-7 53
4 1.2-Dihvdro-1.3-dimethvl-2-oxoqu... 174 C10H10N20 003149-25-5 49
5 Benzenamine, 2-methyl-5-(4H-1,2,... 174 C9H10N4 1000362-62-2 43

Abundance Scan 1167 (9.201 min): BF106812.D (-1163) (-) m/z 174.05 100.00%
174.1
145.1
5000
132.1 RS REEEREEEE Ry
300 50.9 640 760 °3° 1030 180 880 9.00 9.0 9.40 9.60
0,...-.',....:'!...,.'!'..,..!':,....I....,....,...'!',....,....,....,....,....,.'..,... m/z 145.05 64.40%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #41759: Benzene, 2,4-diisocyanato-1-methyl-
174.0
145.0 I
5000 RS VRS LSS RS
8.80 9.00 9.20 9.40 9.60
510 g1 760 910 118.0 132.0 m/z 146.10 37.80%
bl 2030 570 ||
0|““b“¢““J“WJMVHJHHVHWH“L“W““V“H““P“"“'“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
174.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 173.10 28.90%
145.0
118.0 131.0
510 650 770 910 1040 1590
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #41760: Benzene, 1,3-diisocyanato-2-methyl- e ERa e o
174.0 8.80 9.00 9.20 9.40 9.60
m/z 132.10 18.58%
5000 118.0 146.0
91.0
51.0 64.0 76.0 ‘1%0 132.0
OI””L”J”“NhW”MP”J””lLW”mM”W””P”W””P”'jL'” ISR SR L SRS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106812.D

Aca On : 26 Jun 2018 9:55

Operator : JU/SJ

Sample = J3596-02RE

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2H-Benzimidazol-2-one, 1,3-... Concentration Rank 3

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

9.52 10.41 ng 153802 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Benzimidazol-2-one. 1.3-dihvyd... 148 C8H8N20 005400-75-9 87
2 Methanimidamide. N.N-dimethvl-N"_... 148 C9H12N2 001783-25-1 59
3 Pvrrole-3-carbonitrile. 5-formvl... 148 C8H8N20 032487-71-1 58
4 Pvrrole-2-carbonitrile. 5-formvl... 148 C8H8N20 026187-38-2 53
5 7-Hydroxy-1-indanone 148 C9H802 006968-35-0 52

Abundance Scan 1221 (9.519 min): BF106812.D (-1219) (-) m/z 148.10 100.00%
148.1
5000
106.1 1191 BN RS SRR
39.0 51.0 65.0 77.0 92.0 | 11310 9.20 9.40 9.60 9.80
) S SS FDF FOWEROA N1 M | in || m/z 147.10 69.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23182: 2H-Benzimidazol-2-one, 1,3-dihydro-5-methyl-
148.0
A
5000 BN AR RS SRR
9.20 9.40 9.60 9.80
610 74.0 93.0 105.0 119.0 m/z 106.05 19.58%
0 IIIII""I""I""I"'H'I'l''I"''IH"'I""'I""H""I""IIII ‘I""I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
148.0
9.20 9.40 9.60 9.80
5000 m/z 119.10 12.99%
44.0 77.0
106.0 133.0
30.0 57.0 91.0 120.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23184: Pyrrole-3-carbonitrile, 5-formyl-2,4-dimethyl- e e
148.0 9.20 9.40 9.60 9.80
m/z 149.10 9.88%

5000

390 520 650 780 920 445

0 | R 11—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062518\
Data File : BF106812.D

Acq On : 26 Jun 2018 9:55

Operator : JU/SJ

Sample - J3596-02RE

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : 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]
unknown6.73 6.73 16.8 ng 225538 1 6.96 268149 20.0
Benzene, 2,4-diis... 9.20 3.8 ng 55796 3 10.00 295419 20.0
2H-Benzimidazol-2... 9.52 10.4 ng 153802 3 10.00 295419 20.0
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