LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\

Data File : BF087573.D

Aca On : 31 May 2016 4:-28 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle ; H3316-02 SB@LCOME
ALS Vial : 91 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-BF052316.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 4.742 273 276 298 rBV 52970 262980 8.83% 1.228%
2 5.393 331 333 357 rBV 669278 2299931 77.19% 10.744%
3 7.039 476 477 484 rBV 1319090 2236884 75.08% 10.449%
4 7.130 484 485 505 rVB 1200665 2979492 100.00% 13.919%
5 7.485 513 516 531 rVB 342504 726974 24.40% 3.396%

7.702 534 535 552 rBV 894715 1908526 64.06% 8.916%
8.399 594 596 610 rBV 625126 1429895 47.99%% 6.680%
9.519 692 694 714 rBV 354534 849051 28.50% 3.966%
11.279 846 848 873 rBV 1638856 2398529 80.50% 11.205%
12.034 913 914 926 rBV 16214 51656 1.73% 0.241%

=
QO ~NO®

11 12.342 938 941 955 rBV 438389 885209 29.71% 4_.135%
12 13.645 1052 1055 1078 rBV 432833 1299096 43.60% 6.069%
13 14.765 1151 1153 1176 rBV 265450 770882 25.87% 3.601%
14 16.926 1340 1342 1345 rBV 43488 48009 1.61% 0.224%
15 17.097 1354 1357 1370 rBV 903417 1707363 57.30% 7.976%

16 17.760 1413 1415 1419 rBvV 27550 48098 1.61% 0.225%
17 18.491 1477 1479 1491 rBV2 213796 630577 21.16% 2.946%
18 19.554 1569 1572 1575 rBvV 41623 59399 1.99% 0.277%
19 20.172 1624 1626 1637 rBV2 176449 634495 21.30% 2.964%
20 20.526 1655 1657 1662 rVB2 27113 45723 1.53% 0.214%
21 20.629 1662 1666 1670 rBV3 31487 84716 2.84% 0.396%
22 20.960 1693 1695 1700 rVvB4 28748 49167 1.65% 0.230%
Sum of corrected areas: 21406652

8270-BF052316.M Tue May 31 19:41:12 2016 Page: 1



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

: Z:\HPCHEMI\BNA F\DATA\BF052916\
: BFO87573.D

: 31 May 2016 4:28

: UM/SJ

: H3316-02

91 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF052316.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087573.D

Aca On : 31 May 2016 4:28

Operator : UM/SJ

Sample : H3316-02

Misc :

ALS Vial : 91 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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.

4.74 7.23 ng 262980 1,4-Dichlorobenzene-d4 7.48
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 28
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 276 (4.742 min): BF087573.D (-273) (-) m/z 43.10 100.00%
a3
5000 59 /\\\\\~\-_v-v-
101 PRSP ESAR A SO
4.40 4.60 4.80 5.00
oS80 8 | | Tm/z 59.10 48.87%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS RS SR
4.40 4.60 4.80 5.00
59 101 m/z 101.10 13.83%
0 21 3p 38 | 48 53 ‘ 67 72 77 83 91 96,
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 57 m/z 58.00 13.33%
29
101
38 50 78
R S L S SO LU SR SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide —,vv,—vkﬁ&@q-
43 4.40 4.60 4.80 5.00
m/z 41.10 9.97%
5000 59
73
101 k
0 28 38 || 54 67 79 86
mz-> 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087573.D

Aca On : 31 May 2016 4:28

Operator : UM/SJ

Sample : H3316-02

Misc :

ALS Vial : 91 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknown20.63 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.63 2.67 ng 84716 Perylene-di12 20.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Buten-1-one. 1-(2.6.6-trimethv... 192 C13H200 035044-68-9 25
2 2-Phenvlamino-5.6(4H)dihvdro-1.3... 192 C10H12N2S 1000147-35-4 25
N-(3.4.5.6-Tetrahvdro-1.3-thiazi... 192 C10H12N2S 003420-40-4 25
4 N-Acrvlonitrvl-2.2.5.5-tetrameth... 192 C11H16N20 077376-89-7 22
5 Butanoic acid, 4-(4-hydroxypheny... 209 C10H11NO4 062558-67-2 16
Abundance Scan 1666 (20.629 min): BF087573.D (-1662) (-) m/z 191.15 100.00%
1

5000

20.40 20.60 20.80 21.00

0! m/z 81.10 61.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54654: 2-Buten-1-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)-
177
69
5000 41 123 192 R EEEEEmEmEs m e
107 20 40 20. 60 20. 80 21. OO
55 m/z 95.10 52.82%
8 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
R B A B
20.40 20.60 20.80 21.00
5000 m/z 177.15 50.57%
i
oL 118 136 0o
0 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54118: N-(3,4,5,6-Tetrahydro-1,3-thiazin-2-ylidene)aniline R B A B
191 20.40 20.60 20.80 21.00
m/z 55.10 49 _.70%
5000
77
118 136
51 ‘ 91 ‘ 163
YN Wl O Y S [N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20 40 20. 60 20. 80 21. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087573.D

Acq On : 31 May 2016 4:28

Operator : UM/SJ

Sample - H3316-02

Misc :

ALS Vial : 91 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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]
2-Pentanone, 4-hy... 4.74 7.2 ng 262980 1 7.48 726974 20.0
unknown20.63 20.63 2.7 ng 84716 6 20.17 634495 20.0
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