LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF030216\
Data File : BF085147.D
Acg On : 3 Mar 2016 4:11 Instrument :
Operator : SJ/I1Z EﬁAfs el

- _ lentosampleld :
3?2?6 - i6zs-12 HSR-WC-39-022516
ALS Vial : 40 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 height area % max. total
1 2.938 55 57 63 rvB 125460 205636 3.64% 0.421%
2 5.213 253 256 264 rVB 1180341 1589582 28.13% 3.255%
3 5.613 288 291 293 rBV 4441733 5301941 93.81% 10.858%
4 6.619 375 379 381 rBV 4374998 5055459 89.45% 10.353%
5 6.756 388 391 394 rBV 4149318 5225728 92.46% 10.702%
6 6.996 409 412 414 rVB 802615 1095346 19.38% 2.243%
7 7.144 423 425 428 rVB 3688173 4129854 73.07% 8.458%
8 7 .556 457 461 463 rBV 3419520 3905484 69.10% 7.998%
9 8.276 521 524 528 rBV2 1647971 2268320 40.14%  4.645%
10 8.985 584 586 588 rvB 190450 156031 2.76% 0.320%
11 9.087 592 595 597 rvwv 108591 94195 1.67% 0.193%

12 9.350 615 618 621 rBV 5782834 5651578 100.00% 11.574%
13 10.025 675 677 679 rBV 1229478 1515023 26.81% 3.103%
14 10.059 679 680 682 rvVB 210916 165252 2.92% 0.338%
15 10.230 693 695 697 rBvV 103855 85061 1.51% 0.174%

16 10.573 724 725 727 rVB 105781 81046 1.43% 0.166%
17 10.813 744 746 749 rBV2 2848661 3783323 66.94% 7.748%
18 11.511 805 807 811 rBV 1410912 1474182 26.08% 3.019%
19 13.099 943 946 948 rBV 5157098 4876436 86.28% 9.987%
20 14.151 1035 1038 1040 rBV 998231 974994 17 .25% 1.997%

21 15.625 1164 1167 1178 rBV 802119 1015271 17.96% 2.079%

22 16.608 1250 1253 1256 rBV 35546 62236 1.10% 0.127%

23 17.214 1303 1306 1312 rVB 27304 58642 1.04% 0.120%

24 17.934 1365 1369 1377 rVB3 20543 59062 1.05% 0.121%
Sum of corrected areas: 48829682
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085147.D

Acq On : 3 Mar 2016 4:11

Operator =: SJ/1Z

ﬁ?ggle i H1623-12 HSR-WC-39-022516
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085147.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085147.D

Acq On : 3 Mar 2016 4:11

Operator =: SJ/1Z

3?22 le H1623-12 HSR-WC-39-022516
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Propyl acetate Concentration Rank 4

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

2.94 3.75 ng 205636 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 1-Butanamine 73 C4H11N 000109-73-9 9
3 Acetic acid, pentyl ester 130 C7H1402 000628-63-7 9
4 l1sobutylamine 73 C4H11N 000078-81-9 7
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 57 (2.938 min): BF085147.D (-55) (-) m/z 43.10 100.00%
a3
5000
61
a7 7|3 o 2.60 2.80 3.00 3.20
orrr———rr e m/z 61.10 25.71%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4162: n-Propyl acetate
43
5000 AR R SRR
2.60 2.80 3.00 3.20
61 m/z 73.00 13.06%
27 ‘ 73
Oy "??Iw' T T |""|""'|"' '|""|1P?"|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance \
30
K/}\'\"'l""l""l""l'
2.60 2.80 3.00 3.20
5000 m/z 42.10 10.17%
oL 15 41 50 56 3
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13011: Acetic acid, pentyl ester e e
43 2.60 2.80 3.00 3.20
m/z 41.10 8.60%
70
5000 55 61
29 | N 87 101
S S S I I UL UL UL SULILISS WAL B AR R SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085147.D

Acq On : 3 Mar 2016 4:11

Operator =: SJ/1Z

3?22 le H1623-12 HSR-WC-39-022516
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 29.02 ng 1589580 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 256 (5.213 min): BF085147.D (-253) (-) m/z 43.05 100.00%
43
59
5000
as 480 500 520 540 560
83 : : : : :
Ol e ..':|,..7.1.,~....',|....,....,....,....,....,2.97.. m/z 59.10 56.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A U L LR L
59 4.80 5.00 5.20 5.40 5.60
m/z 101.10 19.64%
15 4 101
mi 1y ' 83 \‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 16.55%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3099: 5-Hexen-2-one R R BRRLT B L
43 4.80 5.00 520 5.40 5.60
m/z 41.10 8.69%
5000
55
| ns o
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085147.D

Acq On : 3 Mar 2016 4:11

Operator =: SJ/1Z

3?22 le H1623-12 HSR-WC-39-022516
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.76 Concentration Rank 1

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

6.76 95.42 ng 5225730 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 391 (6.756 min): BF085147.D (-388) (-) m/z 132.10 100.00%
132
5000 68
40 X J 6.40 6.60 680 7.00
54 : : : :
o Trer lagsus | h/z 68.10  46.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 AR S SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.10 32.99%
0 ‘ L1 H I ‘ !
RS FU LA L SR S UL S UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 680 7.00
5000 gg 116 m/z 66.10 29.54%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R hmar e e
132 6.40 6.60 6.80 7.00
m/z 69.10 18.97%
117
5000
29 91
7 1R er ey )
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— e A e
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085147.D

Acq On : 3 Mar 2016 4:11

Operator : SJ/1Z

3?22 le H1623-12 HSR-WC-39-022516
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : 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]
n-Propyl acetate 2.94 3.8 ng 205636 1 7.00 1095350 20.0
2-Pentanone, 4-hy... 5.21 29.0 ng 1589580 1 7.00 1095350 20.0
unknown6.76 6.76 95.4 ng 5225730 1 7.00 1095350 20.0
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