LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077954.D

Aca On : 25 Mar 2015 16:33

Operator : TP/1Z

Sample = PB82256BL

Misc :

ALS Vial : 3 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-BF031115.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 1.253 29 32 34 rBY 3694105 5064717 100.00% 34.838%
2 1.744 74 75 83 rBv 44854 63672 1.26% 0.438%
3 4.830 343 345 351 rBV 69316 106764 2.11% 0.734%
4 5.379 390 393 396 rBV 784075 851483 16.81% 5.857%
5 6.670 504 506 509 rBV 822205 809975 15.99% 5.571%

6.807 515 518 520 rBV 987903 911128 17.99% 6.267%
7.093 541 543 546 rVB 251272 221379 4._.37% 1.523%
591642 683899 13.50% 4._.704%
7.790 601 604 606 rBvV 620661 534515 10.55% 3.677%
8.670 679 681 684 rBvV 347824 311271 6.15% 2.141%
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11 10.019 797 799 802 rBV 1220882 1098062 21.68% 7.553%
12 10.842 869 871 874 rVB 402082 368071 7.27% 2.532%
13 11.825 954 957 959 rBV 581924 669683 13.22% 4.606%
14 12.682 1029 1032 1034 rBV 376210 388217 7.67% 2.670%
15 14.717 1207 1210 1213 rBV 1366048 1402889 27.70% 9.650%

16 16.168 1334 1337 1340 rBV 410102 471501 9.31% 3.243%
17 18.306 1521 1524 1527 rBV 370149 498746 9.85% 3.431%
18 19.963 1666 1669 1678 rVB4 19643 81922 1.62% 0.564%

Sum of corrected areas: 14537894

8270-BF031115.M Thu Mar 26 13:42:58 2015 Page: 1



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\BF032515\

BFO77954.D

25 Mar 2015 16:33

TP/1Z

PB82256BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077954.D

Aca On : 25 Mar 2015 16:33

Operator : TP/1Z

Sample - PB82256BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.25 457.56 ng 5064720 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 32 (1.253 min): BFO77954.D (-29) (-) m/z 73.10 100.00%
7B
5000 43
89
- 100 120 140 160
O”I”“P'”P”JmmH'#W“'WJ”I””P'”P”W'“W”'W“”I”“P" m/z 43.05 47.95%
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 S S L
1.00 1.20 140 1.60
a1 89 m/z 89.10 32 .58%
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
100 120 140 160
5000 55 m/z 41.10 9.31%
43
0 27 35 65 81 89 101109 119 129137145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2103: Propane, 2-methoxy-2-methy!l- o R e A
73 1.00 1.20 140 1.60
m/z 45.10 7.39%
5000
57
g 4 ‘
0 15 | ‘ | M | 49 ! 87
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077954.D

Aca On : 25 Mar 2015 16:33

Operator : TP/1Z

Sample - PB82256BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.83 9.65 ng 106764 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetone 58 C3H60 000067-64-1 10
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 345 (4.830 min): BFO77954.D (-343) (-) m/z 43.10 100.00%
43
59
5000
1 440 460 480 5.00 520
0.,....,....',"..'I|i....,8'.3...',|....,....,....,....,....,2.0.7.. m/z 59.10 57.22%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I R R R
440 460 4.80 5.00 5.20
59 m/z 101.10 19.07%
2\7\ Il H 70 83 1?1
o s R S I S B B B A SR S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
59
440 460 480 5.00 520
5000 41 m/z 58.10 16.62%
29
87
15 70 98
o L R S I S B B B A SRR S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #205: Acetone T ERma e
43 440 460 4.80 5.00 5.20
m/z 41.10 10.49%
5000
15
58
0 2 | 2\\\7\ 1
L R S SURELIL SURIMIS SO BRI LI LI L S S I R R R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077954.D

Aca On : 25 Mar 2015 16:33

Operator : TP/1Z

Sample - PB82256BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 4 unknown6.81 Concentration Rank 2

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

6.81 82.31 ng 911128 1,4-Dichlorobenzene-d4 7.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 518 (6.807 min): BF077954.D (-515) (-) m/z 132.00 100.00%
32
5000 68
© 5 || o %o oo 60 550 760 720
o A T R - | —— m/z 68.10 37.44%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR SR SRR
6.40 6.60 6.80 7.00 7.20
31 51 m/z 134.00 33.30%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 23.62%
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 e P
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 14 .83%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032515\
Data File : BF077954.D

Aca On : 25 Mar 2015 16:33

Operator : TP/1Z

Sample - PB82256BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl9.96 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.96 3.29 ng 81922 Perylene-d12 18.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 49
2 Pentacvclol18.4.1.1(2.7).1(8.13)... 360 C28H24 101077-60-5 9
3 1.3-Dithiane. 4.5-dimethvl-2-(4-... 254 C13H180S2 1000197-88-6 9
4 3-Acetvl-5-(2-fluorobenzvlidene)... 281 C12H8FN0O2S2 1000223-26-9 9
5 5-[3-Chlorophenyl]tetraazole 180 C7H5CIN4 041421-28-7 7
Abundance Scan 1669 (19.963 min): BF077954.D (-1666) (-) ; m/z 360.20 100.00%
360
152 /ﬁ\\
5000
179 254 AR SN S R
?HB MIml {1 208 281 10.60 19.80 20.00 20.20
o Bl L L2081 Al Tw/z 152.10 54.14%
m/z--> 50 100 150 200 250 300 350
Abundance #145069: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl-
360
5000 AUV AUV
19.60 19.80 20.00 20.20
m/z 361.20 33.26%
158 180
0 44 77 96115 138 .1, 214 240258 283 316 342
m/z--> 50 100 150 200 250 300 350
Abundance
360
10.60 19.80 20.00 20.20
5000 m/z 359.20 27.16%
165
o9 51  gg 1 a1 202 229 253 »76 303 329
O o e o TN IMBRP R
m/z--> 50 100 150 200 250 300 350
Abundance #90543: 1,3-Dithiane, 4,5-dimethyl-2-(4-methoxyphenyl) B
152 19.60 19.80 20.00 20.20

m/z 179.10 18.45%

5000 43
133 254
0 g 100 | 189 ‘
: MI wlmlmhw%llw IL || I‘\III ‘l ‘170‘ { 211 1

m/z--> 50 100 150 200 250 300 350 19 60 19. 80 20. 00 20. 20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032515\
Data File : BF077954.D

Acq On : 25 Mar 2015 16:33

Operator : TP/1Z

Sample - PB82256BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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... 1.25 457.6 ng 5064720 1 7.09 221379 20.0
2-Pentanone, 4-hy... 4.83 9.7 ng 106764 1 7.09 221379 20.0
unknown6 .81 6.81 82.3 ng 911128 1 7.09 221379 20.0
unknown19 .96 19.96 3.3 ng 81922 6 18.31 498746 20.0
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