LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076852.D

Acq On : 13 Jan 2015 20:19

Operator - 1Z / TP

Sample : G1069-01

Misc : S DOD

ALS Vial : 15 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-BF010915_.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
1 1.395 26 27 33 rBv 169243 280023 8.76% 2.651%
2 1.475 33 34 63 rvB 1694407 3198039 100.00% 30.271%
3 4._207 269 273 281 rBvY 94746 208796 6.53% 1.976%
4 5.133 350 354 365 rBvY 378229 693562 21.69% 6.565%
5 7.453 554 557 562 rBV 462788 699881 21.88% 6.625%

7.556 562 566 571 rVB 440108 739117 23.11% 6.996%
8.059 606 610 614 rVB 119060 186956 5.85% 1.770%
8.379 634 638 641 rBvY 345117 526618 16.47% 4.985%
290013 436491 13.65% 4.132%
10.962 860 864 867 rBvV 173068 260749 8.15% 2.468%
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11 13.602 1091 1095 1098 rBV 540948 813781 25.45% 7.703%
12 14.654 1185 1187 1192 rVB 26039 42260 1.32% 0.400%
13 15.077 1221 1224 1228 rBV 176031 284150 8.89% 2.690%
14 16.734 1366 1369 1372 rBV 378780 491743 15.38% 4 _.655%
15 17.820 1461 1464 1467 rBV 261758 289652 9.06% 2.742%

16 20.037 1655 1658 1661 rBV 755296 776267 24.27% 7.348%

17 21.272 1763 1766 1767 rBV 23901 35481 1.11% 0.336%
18 21.306 1767 1769 1771 rVB 257878 292218 9.14% 2.766%
19 22.392 1861 1864 1868 rBV2 23032 32915 1.03% 0.312%

20 22.975 1912 1915 1918 rBV 237191 275959 8.63% 2.612%

Sum of corrected areas: 10564658
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076852.D

Acq On : 13 Jan 2015 20:19

Operator - 1Z / TP

Sample : G1069-01

Misc : S DOD

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF076852.D
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5.13
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\\\N 421 8.06
Time--> 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF076852.D
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Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BF076852.D
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Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076852.D

Acq On : 13 Jan 2015 20:19

Operator - 1Z / TP

Sample : G1069-01

Misc : S DOD

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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-hydroxy-4-me... Concentration Rank 5

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

4.21 22.34 ng 208796 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 50
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 37
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 36
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 273 (4.207 min): BFO76852.D (-269) (-) m/z 43.00 100.00%
a3
59
5000
101 e
53 83 3.80 4.00 420 4.40 4.60
O L o e Pt R S m/z 59.10 75 .54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 DS SRR SRR
380 4.00 420 4.40 4.60
m/z 101.00 23 .35%
o 25 3L a7 83 g3 01
miz--> A A A S N A At ATt
Abundance
43 59
380 4.00 420 4.40 4.60
5000 18 m/z 58.10 19.67%
28 [\
12
G L I U S I I UL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4231: 3-Hydroxy-3-methyl-2-butanone e B e
59 3.80 4.00 420 4.40 4.60
m/z 41.10 8.24%
5000 43
31
15 ‘ | ‘\ ! 69 8\7
0"'w"w"“\'”'l“"w"ﬁ"“l'“'l“"w"w"“l N SRR R
m/z--> 10 20 30 50 60 70 80 90 100 3.80 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076852.D

Acq On : 13 Jan 2015 20:19

Operator - 1Z / TP

Sample : G1069-01

Misc : S DOD

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 4 unknown7.56 Concentration Rank 2

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

7.56 79.07 ng 739117 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
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 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 566 (7.556 min): BF076852.D (-562) (-) m/z 132.00 100.00%
5000 o8
54 % J 720 740 7.60 7.80
40 : : : :
ol qrer s | W/z 68.10  36.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N L UL L
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 32.97%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 720 740 7.60 7.80
5000 gg 116 m/z 66.00 27.06%
0 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 EAARRmaT A
132 7.20 7.40 7.60 7.80
m/z 69.10 16.01%
117
5000
29 91
A
0 |W---f-“”-Nl--”1-f*-f“--”.-“ U DAL UL B N L UL L
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076852.D

Acq On : 13 Jan 2015 20:19

Operator - 1Z / TP

Sample : G1069-01

Misc : S DOD

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.39 2.39 ng 32915 Perylene-d12 22.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 64
2 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 47
3 Tetradecanamide 227 C14H29NO 000638-58-4 42
4 Dodecanamide 199 C12H25N0 001120-16-7 38
5 Methyl 15-methoxyhexadecanoate 300 C18H3603 1000110-17-9 37
Abundance Scan 1864 (22.392 min): BF076852.D (-1861) (-) m/z 59.00 100.00%
99
5000
|| || 22.00 22.20 22.40 22.60 22.80
Ol prrre m/z 55.10 68 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000
22.00 22.20 22.40 22.60 22.80
m/z 72.00 67 .54%
0 \h I % L4128 154170180108 220 238 264 %7
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
59
22.00 22.20 22.40 22.60 22.80
5000 m/z 69.10 38 .50%
43
897 1p3
o 139 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74439: Tetradecanamide - A e
59 22.00 22.20 22.40 22.60 22.80
m/z 41.10 35.50%
5000
48 97 227
128
Ohrepebell i by g e 2108 P02 4 S 1| —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.00 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011315\
Data File : BF076852.D

Acq On : 13 Jan 2015 20:19

Operator - 1Z / TP

Sample : G1069-01

Misc : S DOD

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010915_.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]
2-Pentanone, 4-hy... 4.21 22.3 ng 208796 1 8.06 186956 20.0
unknown? .56 7.56 79.1 ng 739117 1 8.06 186956 20.0
9-Octadecenamide, ... 22.39 2.4 ng 32915 6 22.97 275959 20.0
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