LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF022515\

Data File : BF077446.D

Aca On : 25 Feb 2015 21:12 Instrument :
Operator : 1Z / TP BNA_F

Sample - 61358-04 ClientSampleld :
Misc - S/DOD TU012-SB-13-4.5
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-BF021913.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 0.944 3 5 11 rVB2 50086 56912 1.03% 0.204%
2 1.458 47 50 53 rBY 4982568 5517907 100.00% 19.765%
3 1.584 58 61 65 rvB 83040 164875 2.99% 0.591%
4 1.767 73 77 80 rBv 73751 90877 1.65% 0.326%
5 1.870 83 86 95 rBv2 47314 87679 1.59% 0.314%

5.070 364 366 371 rVB 351343 498123 9.03% 1.784%
5.585 408 411 413 rBV 1352989 1882856 34.12% 6.745%
518 521 523 rBV 2180278 2021052 36.63% 7.240%
6.990 532 534 537 rBV 1534324 2034699 36.87% 7.288%
7.288 558 560 562 rBvV 617095 552721 10.02% 1.980%

=
QO ~NO®
(9}
(oe}
N
N

11 7.470 574 576 579 rVB 1665162 1580248 28.64% 5.661%
12 7.973 618 620 623 rvVB 1231909 1189476 21.56% 4.261%
13 8.865 695 698 700 rBV 739732 750149 13.59% 2.687%
14 10.214 813 816 818 rBV 2113042 2558424 46.37% 9.164%
15 11.037 886 888 890 rvB 965786 894562 16.21% 3.204%

16 11.939 964 967 969 rBV 47362 55376 1.00% 0.198%
17 12.008 971 973 976 rBV2 1422401 1602892 29.05% 5.742%
18 12.877 1046 1049 1051 rBV 1023904 938373 17.01% 3.361%
19 14.877 1221 1224 1226 rBV 2408365 3108186 56.33% 11.134%
20 16.031 1323 1325 1333 rBV 70303 112789 2.04% 0.404%

21 16.157 1333 1336 1339 rBV 1064114 1101192 19.96% 3.945%
22 17.871 1483 1486 1489 rBV 937200 1117537 20.25% 4_.003%

Sum of corrected areas: 27916905
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022515\
BFO77446.D

25 Feb 2015 21:12

1z / TP

G1358-04

S/D0OD

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

D.94

TIC: BFO77446.D

5.07

1.581. 1787

5.58

6.84

6.99 7.47

7.29

B
Time-->  1.00

T
1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.

50 6.00

6.50

7.00 7.50

Abundance

4000000

3000000

2000000

1000000

TIC: BFO77446.D

10.21

12.01

7.97

11.04

| -

12.88

1 R

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

13.50

14.00

Abundance

4000000

3000000

1

2000000

1000000

TIC: BFO77446.D

4.88

16.16 17.87

16.0

Ob——
Time-->

15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50

20.00

20.50

21.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022515\
Data File : BFO77446.D

Aca On : 25 Feb 2015 21:12

Operator =: 1Z / TP

Sample : G1358-04

Misc : S/D0OD

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Ethane, 1,l1-dimethoxy- Concentration Rank 8

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

0.94 2.06 ng 56912 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-dimethoxv- 90 C4H1002 000534-15-6 56
2 2-Butanol. 1l-methoxv- 104 C5H1202 053778-73-7 9
3 Acetamide 59 C2H5NO 000060-35-5 5
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 4
5 Glycine 75 C2H5NO2 000056-40-6 4

Abundance Scan 5 (0.944 min): BF077446.D (-3) (-) m/z 59.10 100.00%
5

0
5000
75
43

1.00 1.10 1.20 1.30 1.40

36 | 67 83

| S UYL NP [ AN .- S m/z 75.10 34.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2264: Ethane, 1,1-dimethoxy-
59
5000 TI T[T T T T[T T T T[T T T T[T TTT[T
75 1.00 1.10 1.20 1.30 1.40
31 43 m/z 43.10 21.83%
15
o \ 25ﬂ‘ N L 89
A B o B B mana ma
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R e R AR R
1.00 1.10 1.20 1.30 1.40
5000 31 m/z 47.00 10.85%
45
75
o 15 39 53 69 87 104
i B B A W 2 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /
Abundance #232: Acetamide R AL o e
44 59 1.00 1.10 1.20 1.30 1.40
m/z 57.10 4.12%
5000
15 28
38
L o e L e e \A"A—A—A—,—r[
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.00 1.10 1.20 1.30 1.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022515\
Data File : BFO77446.D

Aca On : 25 Feb 2015 21:12

Operator =: 1Z / TP

Sample : G1358-04

Misc : S/D0OD

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknownl._46 Concentration Rank 1

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

1.46 199.66 ng 5517910 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 50 (1.458 min): BFO77446.D (-47) (-) m/z 73.10 100.00%
3
43
5000
89
———
55 1.20 1.40 1.60 1.80
O e L 1 88 80 L m/z 43.05 54.03%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 U R UL UL R
1.20 1.40 1.60 1.80
a1 89 m/z 89.10 32.61%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 120 140 160 1.80
5000 m/z 41.05 11.05%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine R Rams )
43 1.20 1.40 1.60 1.80
32 m/z 45.10 8.55%
58 89
5000 18
O 'lw N ?%l e |?? T '|7ﬁ"' U USRS UL UL
m/z--> 10 20 30 40 50 60 70 80 90 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022515\
Data File : BFO77446.D

Aca On : 25 Feb 2015 21:12

Operator =: 1Z / TP

Sample : G1358-04

Misc : S/D0OD

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.77 3.29 ng 90877 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12

Abundance Scan 77 (1.767 min): BFO77446.D (-73) (-) m/z 73.10 100.00%
73
5000 43
55 87
140 160 1.80 2.00 2.20
Ol bl O Tm/z 43.10  39.04%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 B LS UL LR AR
43 140 1.60 1.80 2.00 2.20
55 87 m/z 55.05 27.92%
o ‘ﬁg 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
41 55 87 1.40 1.60 1.80 2.00 2.20
5000 m/z 87.10 26.21%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- R R R
73 140 160 1.80 2.00 2.20
m/z 41.10 12.43%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'” LS RREE AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 140 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022515\
Data File : BFO77446.D

Aca On : 25 Feb 2015 21:12

Operator =: 1Z / TP

Sample : G1358-04

Misc : S/D0OD

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.07 18.02 ng 498123 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 366 (5.070 min): BFO77446.D (-364) (-) m/z 43.05 100.00%
a3
59
5000
101 U UL L R I
| 83 | 007 4.80 500 5.20 5.40
ot e e m/z 59.10 54.35Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L L RS I
59 480 500 520 540
m/z 101.10 17.41%
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
5000 M m/z 58.10 15.37%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: 1-Propen-2-ol, acetate e
43 4.80 500 5.20 5.40
m/z 41.05 8.95%
5000
58
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022515\
Data File : BFO77446.D

Aca On : 25 Feb 2015 21:12

Operator =: 1Z / TP

Sample : G1358-04

Misc : S/D0OD

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 7 unknown6.99 Concentration Rank 2

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

6.99 73.62 ng 2034700 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 534 (6.990 min): BF077446.D (-532) (-) m/z 132.00 100.00%
32
5000 68
6 R
75 104 6.60 6.80 7.00 7.20 7.40
o..,....,....,...:,“.'.‘.‘7:,:!..61"-|....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 46.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR SRS S R
6.60 6.80 7.00 7.20 7.40
3 78 m/z 134.00 31.79%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 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 m/z 66.10 29.16%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e L e AL
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 19.08%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022515\
Data File : BFO77446.D

Aca On : 25 Feb 2015 21:12

Operator =: 1Z / TP

Sample : G1358-04

Misc : S/D0OD

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 9 Trichloroacetic acid, hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.05 ng 112789 Chrysene-di12 16.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 90
Abundance Scan 1325 (16.031 min): BFO77446.D (-1323) (-) m/z 57.05 100.00%

43 57 83 97

-

5000 111
125 I SR SULLILA I B
| 139 281 15.80 16.00 16.20 16.40
Ot m/z 43.05 90.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester

43 57

83
97

15.I80 16.I00 16!20 16.I40
m/z 55.10 87.59%

5000

125

139153167181196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83 97
e
111 15.80 16.00 16.20 16.40
5000 m/z 97.10 84._.71%
29 125
15 139154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

15.80 16.00 16.20 16.40
m/z 83.10 84.60%

97
5000

125
139153167 182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF022515\
Data File : BF077446.D

Acq On : 25 Feb 2015 21:12

Operator - 1Z / TP

Sample : G1358-04

Misc : S/DOD

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
Ethane, 1,1-dimet... 0.94 2.1 ng 56912 1 7.29 552721 20.0
unknownl .46 1.46 199.7 ng 5517910 1 7.29 552721 20.0
Butane, 2-methoxy... 1.77 3.3 ng 90877 1 7.29 552721 20.0
2-Pentanone, 4-hy... 5.07 18.0 ng 498123 1 7.29 552721 20.0
unknown6 .99 6.99 73.6 ng 2034700 1 7.29 552721 20.0
Trichloroacetic a... 16.03 2.0 ng 112789 5 16.16 1101190 20.0
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