LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089508.D
Aca On 1 Aug 2016 13:37 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - 14218-02 LOCATION-SGS-S2-7-9
ALS Vial : 5 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-BF072716.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 1.655 4 6 50 rvB 981805 2723974 100.00% 17.943%
2 4_.570 258 261 276 rVB 289029 564278 20.72% 3.717%
3 5.050 301 303 323 rBV 957886 1305853 47.94% 8.602%
4 5.462 337 339 343 rVB 29854 29243 1.07% 0.193%
5 6.147 396 399 406 rBY 1171592 1400833 51.43% 9.228%

6.250 406 408 410 rBV 1422544 1450101 53.23% 9.552%
6.479 426 428 439 rBvY 235595 244294 8.97% 1.609%
6.639 439 442 444 rBV 753356 1015253 37.27% 6.688%
7.050 476 478 497 rBvV 618696 859485 31.55% 5.662%
7.770 538 541 543 rBV 223071 322202 11.83% 2.122%

=
QO ~NO®

11 8.845 632 635 638 rBV 1473836 1467209 53.86% 9.665%
12 9.245 668 670 673 rBv 180187 152926 5.61% 1.007%
13 9.508 691 693 695 rBvV 468071 406489 14.92% 2.678%
14 10.296 760 762 772 rBV 867665 903778 33.18% 5.953%
15 10.982 820 822 824 rBV 393312 384543 14.12% 2.533%

16 12.571 958 961 963 rBvV 996493 1399266 51.37% 9.217%
17 13.599 1048 1051 1058 rBV 327403 343571 12.61% 2.263%
18 14.925 1165 1167 1170 rBV 185224 207697 7.62% 1.368%

Sum of corrected areas: 15180995
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089508.D

Aca On : 1 Aug 2016 13:37

Operator : UM/SJ

ﬁ?ggle i H4218-02 LOCATION-SGS-52-7-9
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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: BF089508.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089508.D

Aca On : 1 Aug 2016 13:37

Operator : UM/SJ

ﬁ?ggle i H4218-02 LOCATION-SGS-52-7-9
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4_.57 46.20 ng 564278 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 261 (4.570 min): BF089508.D (-258) (-) m/z 43.05 100.00%
a3
59
5000
101 et T
420 4.40 4.60 4.80 5.00
83
o IR - NS IR N — m/z 59.10 62.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR U RN
59 420 4.40 4.60 4.80 5.00
m/z 101.10 22 .39%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 4.40 4.60 4.80 5.00
5000 m/z 58.10 15.36%
101
15 a 8 s 86
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 RREE .
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.30%
5000 41
68
1l 50 ] 126 142
S R R R SRR AN ARAR ARARA RARRA RARAN LARAN LA SALSS RS RS AR U R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\

Data File : BF089508.D

Aca On : 1 Aug 2016 13:37

Operator : UM/SJ

ﬁ?ggle i H4218-02 LOCATION-SGS-52-7-9
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.46 2.39 ng 29243 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 9
3 Formamide. N.N-dimethvl- 73 C3H7NO 000068-12-2 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 339 (5.462 min): BF089508.D (-337) (-) m/z 73.10 100.00%
43 3
5000
55 0o M5 " '5.20 540 560 580
Ol e il bt b e || M7z 43.10  84.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43 73
PO N
5000 U IR UL R IR
520 5.40 5.60 5.80
m/z 115.10 12.12%
o 15 2 37| %5 7 | g3 100 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
100 U IR UL L R
520 5.40 5.60 5.80
5000 m/z 41.10 10.58%
115
o 29 37 | 5158 673798501 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #742: Formamide, N,N—dimethyl— LI L L L L L N
44 73 520 5.40 5.60 5.80
m/z 39.10 7.50%
5000
28
18 -
0'”I”'W'”'P'?ﬁ'”'F%'W'”'P'”I”'W'”'P'”I”'W'” U IR UL L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080116\
Data File : BF089508.D

Aca On : 1 Aug 2016 13:37

Operator : UM/SJ

Sample : H4218-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.25 Concentration Rank 2

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

6.25 118.72 ng 1450100 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 408 (6.250 min): BF089508.D (-406) (-) m/z 132.00 100.00%
5000 68
40 % J 600 620 6.40 6.60
54 . . . :
o Qe [ asus W w/z 68.05  42.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.53%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 6.40 6.60
5000 m/z 66.10 28.14%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 17.87%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080116\

Data File : BF089508.D

Acg On : 1 Aug 2016 13:37

Operator : UM/SJ

ﬁ?ggle i H4218-02 LOCATION-SGS-S2-7-9
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.57 46.2 ng 564278 1 6.48 244294 20.0
2-Pentanone, 4-me... 5.46 2.4 ng 29243 1 6.48 244294 20.0
unknown6 .25 6.25 118.7 ng 1450100 1 6.48 244294 20.0
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