LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080651.D

Acq On - 25 Jul 2015 5:32 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-07 ClientSampleld :
Misc : MW-11-7-22-15
ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 height area % max. total

4.441 204 206 211 rVB2 14449 21384 1.20% 0.188%
4.578 216 218 220 rBV 114699 128763 7.25% 1.134%
rBv 148757 200664 11.30% 1.768%
5.504 297 299 302 rBV 726920 618646 34.85% 5.449%
5.927 334 336 339 rBV 44179 44615 2.51% 0.393%
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6.533 387 389 392 rBV 309448 359362 20.24% 3.165%
6.693 400 403 405 rBV 1185334 1149956 64.78% 10.129%
6.933 421 424 426 rBvV 337578 323174 18.20% 2.847%
rvB 929590 949072 53.46% 8.360%
7.493 470 473 475 rBvV 868071 865006 48.73% 7.619%
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11 8.213 534 536 539 rBvV 391671 389001 21.91% 3.427%
12 9.287 628 630 633 rBVY 1239768 1526145 85.97% 13.443%
13 9.973 687 690 692 rBvV 559190 463010 26.08% 4.078%
14 10.762 756 759 761 rBV2 733344 1018523 57.37% 8.972%
15 11.459 818 820 822 rBV 538957 468739 26.40% 4._.129%

16 11.985 864 866 877 rBV 181505 239735 13.50% 2.112%
17 12.785 934 936 941 rBV3 11064 20381 1.15% 0.180%
18 13.059 957 960 962 rBV 2106331 1775263 100.00% 15.638%
19 14.179 1056 1058 1061 rBV 331641 433360 24.41% 3.817%
20 15.780 1195 1198 1201 rBV 308126 357784 20.15% 3.152%

Sum of corrected areas: 11352583
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO072415\

Data File : BF080651.D

Acq On : 25 Jul 2015 5:32

Operator : TP/UM

ﬁ?ggle i 63079-07 MW-11-7-22-15
ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF072415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF080651.D
2000000
1500000
6.69
1000000
.08 7.49
5.50
500000
653l 693 8.21
4.58 5.08
4.44) 5.93
—_nr -ttt
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080651.D
2000000 1306
1500000
9.29
1000000
10.76
9.97 11.46
500000
14.18
11.98
o I A 12.78 {7
—r " T T T T 1
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080651.D
2000000
1500000
1000000
500000
15.78
O I L o e o e e e LA B e e e o e e B B i e s B e e
Time--> 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 : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080651.D

Acq On : 25 Jul 2015 5:32

Operator : TP/UM

Sample - G3079-07 i o
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
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 unknown5.08 Concentration Rank 3

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

5.08 12.42 ng 200664 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 262 (5.081 min): BF080651.D (-261) (-) m/z 42.95 100.00%
43
5000 59
101
4.80 500 5.20 5.40
e Sl S & w/z 59.00  49.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL LI LI L
59 480 500 520 540
m/z 58.00 14 .58%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 5.00 520 540
5000 57 m/z 101.10 12.56%
29
101
37 50 78
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate R p
43 4.80 500 5.20 5.40
m/z 41.00 9.57%
5000
58
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080651.D

Acq On : 25 Jul 2015 5:32

Operator : TP/UM

Sample - G3079-07 i o
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.93 2.76 ng 44615 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 336 (5.927 min): BFO80651.D (-334) (-) m/z 42.95 100.00%
a3 7
5000
T T T T e
55 100 115 5.60 5.80 6.00 6.20
e e el e || M/Z 73.00  79.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 AR RN RS SR AR
5.60 5.80 6.00 6.20
m/z 41.10 13.81%
2 sy B g7 | 83gy 100 408170
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
100 IR RN RS S R
5.60 5.80 6.00 6.20
5000 m/z 115.10 9.65%
115
29 37 5158 67 B 798501 107
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #2101: Propane, 2-methoxy-2-methyl- R EEREEEEEsEEsms sy
73 5.60 5.80 6.00 6.20
m/z 39.00 8.13%
5000
41 57
29
”IﬁéW'”'P'”I”'?R'”I”'W'”'P'”I”'W'”'P'”I”' AR RN LR S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080651.D

Acq On : 25 Jul 2015 5:32

Operator : TP/UM

Sample - G3079-07 i o
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415._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 4 unknown6.69 Concentration Rank 1

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

6.69 71.17 ng 1149960 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 403 (6.693 min): BF080651.D (-400) (-) m/z 132.00 100.00%
5000 68
40 % 640 6.60 680 7.00
54 : : :
fer eS| m/z 68.00 36.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 IR RN L S
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.56%
79
|||||||||||||||||8|8|||1|0§|||||||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.00 25.03%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R AREEREETEE S A
132 6.40 6.60 6.80 7.00
m/z 69.10 15.35%
117
5000
29 91
A
| ! N Jl m A wl | m
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080651.D

Acq On : 25 Jul 2015 5:32

Operator : TP/UM

Sample - G3079-07 i o
Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
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 6 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.98 10.23 ng 239735 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 866 (11.985 min): BF080651.D (-864) (-) m/z 43.05 100.00%
48 60 7
5000
85 97 129
157 171 185 199 213 11.60 11.80 12.00 12.20
] 148 109 m/z 73.00 94.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .o
5000 AR A
nmnmnmnm
120 m/z 60.00 87.04%
Il \ H \H 98 1}5 \ 143157171185199213227239 2?6
m/z--> 25 J 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
- 1160 11.80 12.00 1220
5000 m/z 41.10 78.69%
242
i 98 115129143 199
157171185 213225
m/z--> 25 Jo eb éo 160 150 150 1éo 180 200 220 240 2éo
Abundance #65562: Tridecanoic acid Rama E e e e
43 00 78 11.60 11.80 12. 00 12 20
m/z 55.00 76.94Y%
5000 - e
‘ 115 ‘ 171185 214
Rl 7 T A N O |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF072415.M Mon Jul 27 14:35:25 2015 S Page: 6



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF072415\

BF080651.D

25 Jul 2015 5:32

TP/UM

G3079-07

22 Sample Multiplier: 1

MW-11-7-22-15

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc

unknown5.08

2-Pentanone, 4-me... 5.93 2.8

unknown6 .69

6.69 71.2

n-Hexadecanoic acid 11.98 10.2

Units Response

ng 200664
ng 44615
ng 1149960
ng 239735

8270-BF072415_.M Mon Jul 27 14:35:25 2015 S

|--Internal Standard---|
| # RT Resp Conc]

1 6.93 323174 20.0
1 6.93 323174 20.0
1 6.93 323174 20.0
4 11.46 468739 20.0
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