LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080697.D

Aca On : 28 Jul 2015 4:26

Operator : TP/UM

Sample : 62973-16

Misc :

ALS Vial : 25 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-BF072715.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

2.224 8 12 15 rBV 25020 69666 3.63% 0.542%
5.093 261 263 268 rVB 85238 96346 5.03% 0.749%
rBv 725671 844544 44 _06% 6.565%
6.533 387 389 392 rBV 633504 527633 27.53% 4.102%
6.682 400 402 405 rBV 1392366 1369200 71.44% 10.644%
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6.922 421 423 426 rBvY 642826 544420 28.41% 4.232%
7.082 434 437 439 rVB 1636853 1371272 71.55% 10.660%
7.482 470 472 474 rBV 1346928 1062655 55.44% 8.261%
8.213 534 536 538 rBvV 589900 638472 33.31% 4._.963%
8.888 592 595 601 rBvV 50330 78140 4.08% 0.607%

=
QO ~NO®

11 9.288 627 630 632 rBV 2314046 1916602 100.00% 14.900%
12 9.962 687 689 692 rVB 756146 691560 36.08% 5.376%
13 10.751 755 758 760 rBV 1127031 995663 51.95% 7.740%
14 11.448 817 819 822 rBV 688076 608536 31.75% 4.731%
15 13.071 959 961 964 rBV 1070366 1421576 74.17% 11.051%

16 14.248 1062 1064 1067 rBV 321204 356564 18.60% 2.772%
17 15.928 1209 1211 1214 rBV 213875 270519 14.11% 2.103%

Sum of corrected areas: 12863368
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BFO072715\
Data File : BF080697.D

Aca On : 28 Jul 2015 4:26

Operator : TP/UM

Sample : G2973-16

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080697.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080697.D

Aca On : 28 Jul 2015 4:26

Operator : TP/UM

Sample : 62973-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.09 3.54 ng 96346 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 2-Heptanone. 7.7-dichloro- 182 C7H12CI20 066241-43-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 263 (5.093 min): BF080697.D (-261) (-) m/z 43.00 100.00%
43
5000 59
o “l’l 480 500 520 540
e e e e e e e m/z 59.00 50.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI R I I I
59 480 500 520 5.40
m/z 58.00 17.70%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 15.02%
a1 101
15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e
43 480 5.00 5.20 5.40
m/z 41.00 8.63%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080697.D

Aca On : 28 Jul 2015 4:26

Operator : TP/UM

Sample : 62973-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.68 Concentration Rank 2

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

6.68 50.30 ng 1369200 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 402 (6.682 min): BF080697.D (-400) (-) m/z 132.00 100.00%
32
5000 68
40 75 % 10 ‘ 640 6.60 6.80 7.00
104 : : : :
S N TR i -k '|,..':-.,..5.‘.7,....,.'!..,.1.1:‘3.,...., b m/z 68.00 51.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 UL R I IR
6.40 6.60 6.80 7.00
a1 70 m/z 66.00 34 .34%
4451 60 | 77 g5 | 105 116 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
N AR A R AR
69 108 6.40 6.60 6.80 7.00
5000 m/z 134.00 31.64%
3144 51 8
wmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- L B
132 6.40 6.60 6.80 7.00
m/z 69.10 21.23%
5000

63
15 28 30 52 % 77 90 10 g6 |,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072715\
Data File : BF080697.D

Aca On : 28 Jul 2015 4:26

Operator : TP/UM

Sample : 62973-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 unknown8.89 Concentration Rank 5

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

8.89 2.45 ng 78140 Naphthalene-d8 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 40
2 Cvclopentane. bromo- 148 C5H9Br 000137-43-9 28
3 Cvclopropanecarboxvlic acid.isob... 142 C8H1402 064969-79-5 12
4 Oxazole 69 C3H3NO 000288-42-6 9
5 Isoxazole 69 C3H3NO 000288-14-2 9

Abundance Scan 595 (8.888 min): BF080697.D (-592) (-) m/z 69.00 100.00%
6o
5000 a1
| 4 58 | ﬁ|7 1‘|’3 860 8.80 9.00 9.20
A AR A AR ALY SAREA NAALS SARRA NAALS ARAN LARAS ARAS LARRS SN AARA SRR m/z 41.10 37.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7052: Ethyl cyclopropanecarboxylate
69
5000
41 8.60 8.80 9.00 9.20
29 86 m/z 39.10 25.63%
"'v%?w"LM'“'M““ég'?ﬁ'“l““"vﬂhl'“??“"ﬂ%?w"“l'“'l“'w"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
69
i 860 8.80 9.00 9.20
5000 m/z 87.10 16.80%
27 53
15 61 81 93 106 122 133 148
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19037: Cyclopropanecarboxylic acid,isobutyl ester L LR e o
69 8.60 8.80 9.00 9.20
m/z 103.00 16.62%
41
5000
56 87
”W”'W””I””P'”P”'P”W'Jn””l”2%”'P”W'”W”'W””I”” ISR RS LA S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072715\
Data File : BF080697.D

Acq On 28 Jul 2015 4:26

Operator : TP/UM

Sample : G2973-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 3.5 ng 96346 1 6.92 544420 20.0
unknown6 .68 6.68 50.3 ng 1369200 1 6.92 544420 20.0
unknown8 .89 8.89 2.5 ng 78140 2 8.21 638472 20.0
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