LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF070218\
Data File : BF107039.D
Aca On 2 Jul 2018 12:50 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J3761-01 256-CONCORD-COMP
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 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 5.190 481 485 495 rBV 110989 130438 10.43% 1.187%
2 5.601 551 555 568 rBY 1197529 1118296 89.41% 10.176%
3 6.601 721 725 736 rBVY 1090146 1131687 90.49% 10.297%
4 6.737 744 748 751 rBVY 1306091 1162010 92.91% 10.573%
5 6.954 782 785 789 rBV 420877 338656 27.08% 3.081%

7.113 808 812 815 rBV 1108966 913840 73.07% 8.315%
7.519 877 881 895 rBvV 724594 709143 56.70% 6.453%
8.236 1000 1003 1019 rBV 410624 422862 33.81% 3.848%
9.313 1182 1186 1201 rVB 1417177 1250684 100.00% 11.380%
9.707 1249 1253 1261 rVB 98900 94256 7.54% 0.858%

=
QO ~NO®

11 10.001 1299 1303 1315 rVB 467455 445946 35.66% 4.058%
12 10.795 1434 1438 1445 rBvV 806736 737591 58.98% 6.711%

13 10.877 1449 1452 1458 rVB 16003 17338 1.39% 0.158%
14 11.495 1553 1557 1564 rBV 485360 423264 33.84% 3.851%
15 12.948 1801 1804 1807 rVB 16424 16216 1.30% 0.148%

16 13.077 1822 1826 1829 rBV 1402931 1199857 95.94% 10.918%
17 13.954 1972 1975 1978 rBV 44397 50089 4._00% 0.456%
18 14.154 2005 2009 2014 rBV 497844 507340 40.57% 4.616%
19 15.707 2268 2273 2279 rVB 220656 320506 25.63% 2.916%

Sum of corrected areas: 10990019
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF070218\

Data File : BF107039.D

Aca On 2 Jul 2018 12:50

Operator : JU/SJ

ﬁ?ggle i J3761-01 256-CONCORD-COMP
ALS Vial : 9 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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: BF107039.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF070218\

Data File : BF107039.D

Aca On 2 Jul 2018 12:50

Operator : JU/SJ

ﬁ?ggle i J3761-01 256-CONCORD-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.19 7.70 ng 130438 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 485 (5.190 min): BF107039.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 | 480 5.00 5.20 5.40 5.60
o} T AN | A MDA N m/z 59.00 59.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR R UL R
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.10 21.34%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 16.50%
20.0 101.0
0 15.0 73.0 85.0
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 A e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.35%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF070218\

Data File : BF107039.D

Aca On 2 Jul 2018 12:50

Operator : JU/SJ

ﬁ?ggle i J3761-01 256-CONCORD-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 68.62 ng 1162010 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (6.742 min): BF107039.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.0
00 50 || oo % o ok ok 7
Obrrprrrrprrrr et e 820 Ll Tm/z 134.00  32.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 o ook e T T
M0 530 o m/z 68.00  30.96%
‘ 79.0 :
0..luuuuluuuluuuu‘l.‘...|‘..‘..|.‘.‘ll‘l..U.‘l‘....luu‘..luuuulu..‘.luuul"... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
AR SR SRR S
6.40 6.60 6.80 7.00
5000 m/z 66.00 18.44%
104.0

66.0 77.0

14.0 27.0 39.0 °10 89.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- B B R o

132.0 6.40 6.60 6.80 7.00
m/z 96.10 12 _.34%

5000

63.0
15.0 %0%0 &0 m ﬁo @Pl%onm) ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF070218\

Data File : BF107039.D

Acq On 2 Jul 2018 12:50

Operator : JU/SJ

ﬁ?ggle i J3761-01 256-CONCORD-COMP
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.19 7.7 ng 130438 1 6.95 338656 20.0
unknown6 .74 6.74 68.6 ng 1162010 1 6.95 338656 20.0
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