LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078313.D

Aca On : 7 Apr 2015 22:25

Operator : TP/1Z

Sample : PB82571BL

Misc :

ALS Vial : 19 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-BF040115.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 1.104 16 19 22 rBv 1998378 1904699 100.00% 18.274%
2 1.207 24 28 31 rvB 16822 40348 2.12% 0.387%
3 1.561 58 59 64 rBv 11926 19149 1.01% 0.184%
4 1.664 66 68 78 rvv 26601 47543 2.50% 0.456%
5 4.624 325 327 336 rBV 63338 93633 4.92% 0.898%

5.196 375 377 389 rBB 557504 810484 42.55% 7.776%
6.522 491 493 496 rBvV 690800 771963 40.53% 7.406%
6.647 501 504 506 rBvV 800361 872168 45.79%% 8.368%
6.933 527 529 531 rBV 164505 175588 9.22% 1.685%
7.116 543 545 547 rBV 734488 688542 36.15% 6.606%

=
QO ~NO®

11 7.630 588 590 592 rBV 576121 508972 26.72% 4._.883%
12 8.511 665 667 669 rBv 259237 241249 12.67% 2.315%
13 9.859 783 785 787 rBV 1302598 1106366 58.09% 10.615%
14 10.671 854 856 859 rvB 284891 276532 14.52% 2.653%
15 11.642 939 941 944 rBV2 457612 601798 31.60% 5.774%

16 12.499 1014 1016 1019 rBV 318043 290421 15.25% 2.786%
17 14.488 1188 1190 1193 rBV 942196 1306116 68.57% 12.531%

18 15.768 1299 1302 1305 rBV 330397 335242 17.60% 3.216%
19 17.506 1452 1454 1457 rBV 240602 332278 17.45% 3.188%

Sum of corrected areas: 10423091
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF040715\

BF078313.D
7 Apr 2015 22:25
TP/1Z
PB82571BL
19 Sample Multiplier: 1

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078313.D

Aca On : 7 Apr 2015 22:25

Operator : TP/1Z

Sample : PB82571BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.10 216.95 ng 1904700 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 7

Abundance Scan 19 (1.104 min): BF078313.D (-16) (-) m/z 73.10 100.00%
7B
5000 43
89
55 100 120 140
O”I”“P'”P”JMLH'NW“'WJ”I””P'”P”W'“W”'W“”I”“P" m/z 43.10 50.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 N LA L L L L IL
1.00 120  1.40
a1 89 m/z 89.10 29.83%
O“I“”P'mm”j»mﬁ'Ei'“wh'W“'L”“I““I““I“”P'“P'“P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
100 120 140
5000 m/z 41.10 9.82%
57
g 4
oL 15 49 87
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl- T
7B 1.00 120  1.40
m/z 45.10 7.71%
5000 55
43
0 2" 35 |, || 65 | 818 101109 119 129137145
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 100 120 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078313.D

Aca On : 7 Apr 2015 22:25

Operator : TP/1Z

Sample : PB82571BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 1-Pentene, 2-methyl- Concentration Rank 6

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

1.21 4.60 ng 40348 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 59
2 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 9
3 Cvclobutane. 1.2-diethvl- 112 C8H16 061141-83-1 9
4 1-Hexanol 102 C6H140 000111-27-3 9
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 9

Abundance Scan 28 (1.207 min): BF078313.D (-24) (-) m/z 56.10 100.00%
56
84
41
5000
69
78 AL UL AL N
| 1.00 120 140 1.60
O bbbl e e e || M7z 84.05  70.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #1465: 1-Pentene, 2-methyl-
56
41
5000 AL UL AR N
27 69 84 1.00 120 140 1.60
m/z 41.05 57.82%
o D \‘33 Uy 50, 63 | 77
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
41
69 100 120 140 1.60
5000 m/z 55.00 42 .21%
27 84
15 55
49 63
e R R IR IS UL IS L RS RS R BARRN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6560: Cyclobutane, l,2—diethy|— LA L L L N BN L L
a1 56 1.00 120 140 1.60
m/z 69.10 33.76%
5000
27 84
o Jss |l so.le2 | 77 | o0 o7 104 112
miz--> T 20 3% 40 80 60 70 80 60 160 1o 130 | 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078313.D

Aca On : 7 Apr 2015 22:25

Operator : TP/1Z

Sample : PB82571BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.62 10.67 ng 93633 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 327 (4.624 min): BFO78313.D (-325) (-) m/z 43.10 100.00%
a3
59
5000
101 ISR SRR S L
| 83 | 420 4.40 4.60 4.80 5.00
ot m/z 59.10 55.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SR S
59 420 4.40 4.60 4.80 5.00
m/z 101.10 19.12%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
420 440 4.60 4.80 5.00
5000 m/z 58.00 16.40%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one | LA DAL B LA B N I
43 420 4.40 4.60 4.80 5.00
m/z 41.10 8.70%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078313.D

Aca On : 7 Apr 2015 22:25

Operator : TP/1Z

Sample : PB82571BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 6 unknown6.65 Concentration Rank 2

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

6.65 99.34 ng 872168 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 504 (6.647 min): BF078313.D (-501) (-) m/z 132.00 100.00%
32
5000
68
0 54 || g % 640 6.60 6.80 7.00
O e B e L B o e A B i m/z 68.10 35.04%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL U L
6.40 6.60 6.80 7.00
31 51 m/z 134.00 33.71%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 21.80%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R b R Efmanmy
132 6.40 6.60 6.80 7.00
m/z 69.10 13.63%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040715\
Data File : BF078313.D

Acq On 7 Apr 2015 22:25

Operator : TP/1Z

Sample : PB82571BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
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]
Propane, 2,2-dime... 1.10 216.9 ng 1904700 1 6.93 175588 20.0
1-Pentene, 2-methyl- 1.21 4.6 ng 40348 1 6.93 175588 20.0
2-Pentanone, 4-hy... 4.62 10.7 ng 93633 1 6.93 175588 20.0
unknown6 .65 6.65 99.3 ng 872168 1 6.93 175588 20.0
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