LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099990.D

Aca On - 31 Oct 2017 5:27 Instrument :
Operator : SJ/JU gmgigamlem'
3?22'6 i 16083-16 1oxurgoﬂ:us
ALS Vial : 39 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-BF102317.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 4.998 492 495 514 rBV 55429 85867 3.26% 0.544%
2 5.410 562 565 591 rBV 467818 690969 26.22% 4_.376%
3 6.428 736 738 755 rBV 322695 501842 19.04% 3.178%
4 6.557 757 760 775 rVB 1464442 1351913 51.30% 8.562%
5 6.786 796 799 810 rBV 577108 525793 19.95% 3.330%
6 6.939 822 825 845 rBVY 1940951 1843521 69.95% 11.675%
7 7.357 892 896 916 rBY 1288166 1383693 52.51% 8.763%
8 8.069 1014 1017 1036 rBV 849456 715807 27.16% 4_.533%
9 8.627 1110 1112 1124 rBB 29095 32500 1.23% 0.206%
10 9.145 1195 1200 1203 rBvV 2893377 2635339 100.00% 16.690%
11 9.804 1309 1312 1313 rBV 49875 42463 1.61% 0.269%
12 9.822 1313 1315 1330 rVB 856978 787273 29.87% 4 .986%
13 10.492 1426 1429 1434 rBB 38195 34197 1.30% 0.217%

14 10.539 1434 1437 1447 rBV 158031 127635 4._.84% 0.808%
15 10.621 1447 1451 1466 rBV 998334 959089 36.39% 6.074%

16 11.316 1566 1569 1579 rBV 770710 755738 28.68% 4._.786%
17 12.910 1835 1840 1843 rBV 2224498 2265511 85.97% 14.348%
18 13.786 1986 1989 1999 rBV 27970 39797 1.51% 0.252%
19 13.980 2018 2022 2034 rBV 513619 541282 20.54% 3.428%
20 15.468 2271 2275 2285 rVB 350899 470010 17.83% 2.977%

Sum of corrected areas: 15790239
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF103017\

BF099990.D

31 Oct 2017 5:27

SJ/Ju

16083-16

39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

102017-SIDI-F-U-S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099990.D

Aca On - 31 Oct 2017 5:27

Operator : SJ/JU

ﬁ?ggle i 16083-16 102017-SIDI-F-U-S
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

5.00 3.27 ng 85867 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 495 (4.998 min): BF099990.D (-492) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

83.0 4.60 4.80 5.00 5.20 5.40

o...,....,....,....,'....,..!~!,....,....,....,...:,....,....,....,....,...., m/z 59.10 58.55%
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 [Trr [ rrrr[rrirprrrrprT
590 460 4.80 500 520 5.40
m/z 101.00 23.51%
31.0 83.0 10%0
oL SN S Y R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
A REEEE B S
570 4.60 4.80 500 5.20 5.40
5000 m/z 58.00 15.16%
20.0 101.0
ol 120 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 R e B
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.49%
5000 41.0
o [ A = 1260 1420
R ERARA R R s B e A RARARARARSEeS B AR R EREEE B L S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099990.D

Aca On - 31 Oct 2017 5:27

Operator : SJ/JU

ﬁ?ggle i 16083-16 102017-SIDI-F-U-S
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 51.42 ng 1351910 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 761 (6.563 min): BF099990.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 TfrTTTyTTT T T T T T T T
401 540 6.20 6.40 6.60 6.80
o....,....,....,.:..,.:I.',..7.55,0....,..!.,.1??.?....,....,-'...,.. m/z 134.00  33.44%
m/z--> 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 SRS SR R
6.20 6.40 6.60 6.80
210 510 m/z 68.10 30.63%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 18.81%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine TR e
132.0 6.20 6.40 6.60 6.80
m/z 96.00 12.43%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T SRS SR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\

Data File : BF099990.D

Aca On - 31 Oct 2017 5:27

Operator : SJ/JU

ﬁ?ggle i 16083-16 102017-SIDI-F-U-S
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.54 3.24 ng 127635 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 53
3 2-(2-0x0-2-phenvl-ethvI)-malonon... 184 C11H8N20 1000296-76-9 47
4 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
5 Butanenitrile, 2,3-bis(benzoylox... 335 C18H13N304 1000269-66-6 43
Abundance Scan 1437 (10.539 min): BF099990.D (-1434) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 UNAUMUAUNULUURES
| 126.0 152.0 10.20 10.40 10.60 10.80
R MMM | m/z 77.00 55.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 UM RS
510 10.20 10.40 10.60 10.80
: m/z 182.10 50.25%
0 27\.0 ‘ Ml ‘ 126'0 15\2.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
105.0
77.0 183.0 10.20 10.40 10.60 10.80
5000 51.0 m/z 51.00 18.07%
127.0 154.0
L S L WL U B WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48621: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile R
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.33%
77.0
5000
51.0
380 || 640 . 910 | 1180 1340 154.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180

T T T T
10.20 10.40 10.60 10.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF103017\

Data File : BF099990.D

Acq On : 31 Oct 2017 5:27

Operator : SJ/JU

ﬁ?ggle i 16083-16 102017-SIDI-F-U-S
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.00 3.3 ng 85867 1 6.79 525793 20.0
unknown6 .56 6.56 51.4 ng 1351910 1 6.79 525793 20.0
Benzophenone 10.54 3.2 ng 127635 3 9.82 787273 20.0
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