LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BFO070816\
Data File : BF088841.D
Aca On : 8 Jul 2016 23:20 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : H3813-11 50X P001-SS002-0006-01
ALS Vial : 21 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-BF063016.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 1.815 18 20 68 rvB 1622459 3232473 100.00% 43.701%
2 6.353 416 417 420 rBV 34263 33235 1.03% 0.449%
3 6.490 427 429 431 rBB 41295 33923 1.05% 0.459%
4 6.730 448 450 452 rBV 489837 495789 15.34% 6.703%
5 7.164 486 488 490 rBB 114813 104334 3.23% 1.411%
6 7.210 490 492 494 rBV 43778 56963 1.76% 0.770%
7 7.256 494 496 502 rBV3 116540 228961 7.08% 3.095%
8 7.405 507 509 513 rBB 34124 38353 1.19% 0.519%
9 8.010 560 562 565 rBV 697574 633052 19.58% 8.558%
10 9.085 654 656 659 rBB 52116 43730 1.35% 0.591%

11 9.759 713 715 718 rBV 871973 755916 23.39% 10.219%
12 11.233 842 844 847 rBV 799129 735355 22.75% 9.942%
13 12.811 980 982 985 rBV 30019 32733 1.01% 0.443%
14 13.862 1071 1074 1076 rBV 452641 524503 16.23% 7.091%
15 15.234 1191 1194 1197 rBV 392517 447489 13.84% 6.050%

Sum of corrected areas: 7396809
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\

Data File : BF088841.D

Aca On - 8 Jul 2016 23:20

Operator : UM/SJ

ﬁ?ggle - H3813-11 50X P001-SS002-0006-01
ALS Vial :© 21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF063016.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: BF088841.D
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\

Data File : BF088841.D

Aca On 8 Jul 2016 23:20

Operator : UM/SJ

ﬁ?ggle : H3813-11 50X P001-SS002-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3-(2,6-Dihydroxyphenyl)-4(3... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

7.16 4.21 ng 104334 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(2.6-Dihvdroxvphenvl)-4(3H)-au... 254 C14H10N203 052898-76-7 62
1-(1-Chloro-2.3-dimethvlcvclopro... 204 C13H13ClI 1000260-48-0 51
3 4-Methoxv-3-nitrophenvl methvl s... 231 C8HINO5S 020945-69-1 47
4 Acetic acid. 2-(6-chloropvrimidi... 225 C9H8CIN302 1000264-26-9 46
5 Benzoic acid, 5-(Fluorosulfonyl)... 234 C8H7FO5S 002488-50-8 46
Abundance Scan 488 (7.164 min): BF088841.D (-486) (-) m/z 130.60 100.00%
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Abundance #105288: 3-(2,6-Dihydroxyphenyl)-4(3H)-quinazolinone
9 2
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Abundance #86962: 4-Methoxy-3-nitrophenyl methy! sulfone e e
63 231 6.80 7.00 7.20 7.40
29 m/z 76.10 84 .65%
5000 107 168 184 201216

4 | 1224, 155
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LI L L L LB L L B

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070816\

Data File : BF088841.D

Aca On 8 Jul 2016 23:20

Operator : UM/SJ

ﬁ?ggle : H3813-11 50X P001-SS002-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 unknown7.21 Concentration Rank 4

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

7.21 2.30 ng 56963 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrrole-3.4-dicarbonitrile 117 C6H3N3 125666-25-3 25
2 1H-Pvrrole-2.5-dicarbonitrile 117 C6H3N3 059215-66-6 20
3 Acrolein. 2-chloro- 90 C3H3CIO 000683-51-2 16
4 Borazine. l-methvl- 95 CH8B3N3 021127-94-6 14
5 5-Hydroxy-2-pyridinecarbaldehyde 123 C6H5N02 031191-08-9 14

Abundance Scan 492 (7.210 min): BF088841.D (-490) (-) m/z 91.20 100.00%
Ji
43
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60 114
5000 35 67 76 7
6.80 7.00 7.0 7.40 7.60
0 ! m/z 42.80 77.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8572: 1H-Pyrrole-3,4-dicarbonitrile
117
5000
63 6.80 7.00 7.20 7.40 7.60
28 M 90 m/z 83.90 74 .97%
I S N SV 0 S [N
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Abundance
117
6.80 7.00 7.20 7.40 7.60
5000 m/z 48.90 70.41%
28 37 53 e 90
e S LA RS S R L IR RS WA SRR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2246: Acrolein, 2-chloro- =
9o 6.80 7.00 7.20 7.40 7.60
m/z 78.90 70.41%
5000 62
i
O'W"”I'”'I”"Pu'd"”I'”'I”'J“"W"”I'”'I”"P -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_ F\DATA\BFO070816\

Data File : BF088841.D

Acq On > 8 Jul 2016 23:20

Operator : UM/SJ

ﬁ?ggle - H3813-11 50X PO01-SS002-0006-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
3-(2,6-Dihydroxyp.- .. 7.16 4.2 ng 104334 1 6.73 495789 20.0
unknown7 .21 7.21 2.3 ng 56963 1 6.73 495789 20.0
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