LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091922.D

Aca On : 23 Dec 2016 14:33

Operator : UM/SJ

Sample : PB95610BL

Misc :

ALS Vial : 7 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:\HPCHEM1I\BNA F\METHODS\8270-BF122116.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 4.921 244 248 258 rVB 1499946 2169683 37.42% 4 .585%
2 5.390 286 289 291 rBVY 4763163 4901338 84.53% 10.359%
3 6.430 377 380 383 rBY 3775105 4597122 79.29% 9.716%
4 6.522 386 388 391 rBVY 3861299 4676636 80.66% 9.884%
5 6.739 405 407 409 rBV 1208849 1060009 18.28% 2.240%
6 6.899 418 421 423 rBVY 3572620 3954029 68.20% 8.357%
7 6.956 423 426 431 rVB 39840 87243 1.50% 0.184%
8 7.310 453 457 459 rBVY 2759879 3347703 57.74% 7.075%
9 8.019 517 519 522 rBVY 1064440 1380294 23.81% 2.917%
10 9.105 610 614 616 rBY 5275062 5798031 100.00% 12.254%
11 9.710 664 667 670 rBV 31698 61619 1.06% 0.130%

12 9.779 670 673 675 rvVB 1190671 1612904 27.82% 3.409%
13 10.568 738 742 744 rBV 3352789 3509286 60.53% 7.417%
14 11.254 799 802 804 rBV 1856350 1622579 27.99% 3.429%
15 11.802 845 850 856 rBV3 26434 66713 1.15% 0.141%

16 12.842 938 941 944 rBV 5081547 5245752 90.47% 11.087%
17 13.368 984 987 993 rBV3 70707 143669 2.48% 0.304%
18 13.745 1016 1020 1024 rBV3 32645 73385 1.27% 0.155%
19 13.882 1028 1032 1035 rBV 1459403 1549756 26.73% 3.275%
20 15.277 1151 1154 1157 rBV 932472 1254838 21.64% 2.652%

21 15.700 1187 1191 1194 rBV2 33642 75716 1.31% 0.160%

22 16.157 1228 1231 1238 rVB2 27865 68369 1.18% 0.144%

23 16.683 1274 1277 1286 rVB6 16538 59766 1.03% 0.126%
Sum of corrected areas: 47316440
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122316\

BF091922.D

23 Dec 2016 14:33

UmM/sJ

PB95610BL

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091922.D

Aca On : 23 Dec 2016 14:33

Operator : UM/SJ

Sample : PB95610BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.92 40.94 ng 2169680 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 248 (4.921 min): BF091922.D (-244) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 ISR SRS SRS SRR
| 711 830 460 4.80 5.00 5.20
Obrrr el e m/z 59.10 60.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 22 .15%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 15.23%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LI L L L L LA
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.16%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0"w'“w'”wh'“ﬂl“l“Ll“'ﬁ“'wﬁqﬂ“'ﬂ“'w'“w'“w'“w'“'l SN RARRE ASE LRSS RARES
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091922.D

Aca On : 23 Dec 2016 14:33

Operator : UM/SJ

Sample : PB95610BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.52 Concentration Rank 1

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

6.52 88.24 ng 4676640 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 388 (6.522 min): BF091922.D (-386) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 R SARBE AR RAREE LARRN
400 540 ‘ 6.20 6.40 6.60 6.80
o.,....,....I'!...,!!..,:!.'.|,..7.?,0....,..!.,?1??.?.1.1.6.?....,'...,.. m/z 68.10 49.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 T AT
6.20 6.40 6.60 6.80
33.0 44.0 0.0 105.0 m/z 134.00 32.85%
o 60.0 0.0 ‘ | 115.0
2> 30 3 4 B e o m % 18 1y 15 1% 130
Abundance
132.0
117.0 6.20 6.40 6.60 6.80
5000 m/z 66.10 31.05%
39.0 910
270 . 510 650 770 105.0
O R Rk o T o o S o T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- LR Ra e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 20.15%
5000
630 104.0
39‘.0 51.0 | 77‘-0 90.0 u7o0
e [ L [WEUIU Bt | B e
m/z--> 20 30 40 50 60 70 80 9'0 100 110 120 130 140 620 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122316\
Data File : BF091922.D

Acq On : 23 Dec 2016 14:33

Operator : UM/SJ

Sample : PB95610BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.92 40.9 ng 2169680 1 6.74 1060010 20.0
unknown6 .52 6.52 88.2 ng 4676640 1 6.74 1060010 20.0
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