LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077313.D

Aca On : 13 Feb 2015 17:59

Operator : TP/1Z

Sample : 61294-03

Misc :

ALS Vial : 10 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-BF021215.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

1.275 32 34 38 rBv2 4993 11228 2.09% 0.242%
1.333 38 39 53 rvB 46805 100203 18.69% 2.163%
rBv 43366 130433 24.33% 2.816%
4.499 313 316 331 rBV 151665 399420 74.52% 8.623%
6.922 526 528 532 rBV 184700 358838 66.95% 7.747%
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6.990 532 534 545 rVB 269662 535991 100.00% 11.572%
7.505 576 579 588 rBB 70926 133319 24.87% 2.878%
rBB 191178 342329 63.87% 7.391%
8.808 691 693 709 rBvV 137543 262520 48.98% 5.668%
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1 10.408 831 833 845 rBvV 101703 183528 34.24% 3.962%
11 13.059 1062 1065 1075 rBB 298286 479440 89.45% 10.351%
12 14.157 1158 1161 1166 rBV 10864 21671 4._.04% 0.468%
13 14.522 1190 1193 1198 rBB 118522 204087 38.08% 4._.406%
14 16.248 1342 1344 1346 rBV 10398 15499 2.89% 0.335%

15 16.294 1346 1348 1356 rVB 175201 253324 47 .26% 5.469%

16 17.437 1445 1448 1454 rBV 142385 208208 38.85% 4._.495%
17 19.689 1642 1645 1648 rBV 442316 459521 85.73% 9.921%

18 20.363 1702 1704 1706 rBB 17079 20293 3.79% 0.438%
19 20.946 1753 1755 1764 rBB 199450 245804 45.86% 5.307%
20 21.106 1764 1769 1771 rBV 17302 25605 4.78% 0.553%
21 21.300 1782 1786 1789 rBV 2327 6403 1.19% 0.138%
22 22.180 1861 1863 1865 rBV 6181 7928 1.48% 0.171%
23 22.603 1897 1900 1908 rVB 161720 208964 38.99% 4_.512%
24 23.598 1983 1987 1990 rBV3 3054 5752 1.07% 0.124%
25 24.352 2050 2053 2056 rBV2 2280 5862 1.09% 0.127%
26 26.272 2217 2221 2224 rBV2 1831 5634 1.05% 0.122%
Sum of corrected areas: 4631804
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077313.D

Aca On : 13 Feb 2015 17:59

Operator : TP/1Z

Sample : 61294-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021215.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77313.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077313.D

Aca On : 13 Feb 2015 17:59

Operator : TP/1Z

Sample : 61294-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021215.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.

3.48 19.57 ng 130433 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 227 (3.481 min): BFO77313.D (-225) (-) m/z 43.10 100.00%
43
59
5000
101 SRR R
| 83 3.20 3.40 3.60 3.80
o} 7| o M S S m/z 59.10 72.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I I AL
3.20 3.40 3.60 3.80
59 101 m/z 101.10 23.01%
o 2l.35, 51 ‘ 67 8391
iz %03 b B 85 70 B b 160 130 150 190 140 150 140
Abundance
59
21 320 3.40 360 3.80
5000 m/z 58.10 20.10%
86
. 51 9 101
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8—methy|— L L L L L L LR
59 3.20 3.40 3.60 3.80
m/z 41.10 9.51%
5000
43
0 Ll 69 83 o8 123 141 159
m/z--> 20 30 45 50 éo fo 85 90 100 110 150 130 140 150 160 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077313.D

Aca On : 13 Feb 2015 17:59

Operator : TP/1Z

Sample : 61294-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF021215.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 unknown6.99 Concentration Rank 1

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

6.99 80.41 ng 535991 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 10
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 534 (6.990 min): BF077313.D (-532) (-) m/z 132.00 100.00%
132
5000 68
96 RS LR RS R
40 ,. 54 | | 75 g, 103 ‘ 6.60 6.80 7.00 7.20 7.40
0 ...,....,....,...:,"!...,:!. 2 THR] N PR kAR | S m/z 68.05 39.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 SRR S S R
6.60 6.80 7.00 7.20 7.40
33 44 o 97 105 m/z 134.00 30.55%
60 78
0 “'l"“|""VL"|'“'?%'”ﬁ*"'L"ll'?ﬁl"ﬂ'l“khl}}ﬁl""|"' T
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.00 26.07%
41 97
53 117
79
ol 34 60 89 105 124
memmwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: l,3,4-Thiadiazole-2(3H)-thi0ne, 5-methy|- LI L L L L L L BB
56 132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 14 .94%
5000
64
0 15 2\\7 34 42\ \ ‘ ‘ 76 91 99 i
m/z--> 10 20 30 40 50 eb 75 éo 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021315\
Data File : BF077313.D

Acq On : 13 Feb 2015 17:59

Operator : TP/1Z

Sample : G1294-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021215.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]
2-Pentanone, 4-hy... 3.48 19.6 ng 130433 1 7.50 133319 20.0
unknown6 .99 6.99 80.4 ng 535991 1 7.50 133319 20.0
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