LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016996.D

Acq On : 9 May 2015 19:13

Operator : TP/1Z

Sample - G2183-02

Misc : 625 SURR ADDED

ALS Vial : 41 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_G\METHODS\8270-BG050515.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 2.918 34 39 47 rBv 251811 391826 5.40% 1.462%
2 2.989 47 51 63 rvB 602666 752630 10.37% 2.808%
3 4.910 373 378 387 rvB 219333 308817 4._25% 1.152%
4 5.374 450 457 463 rBV 432463 624393 8.60% 2.329%
5 6.955 720 726 735 rVB 303201 475934 6.56% 1.775%

7.319 781 788 796 rBV 771902 1254783 17.28% 4.681%
7.789 862 868 875 rBvV 239451 374130 5.15% 1.396%
993861 1604798 22.10% 5.987%
8.946 1057 1065 1073 rBV 1106966 1835310 25.28% 6.846%
10.580 1334 1343 1350 rBV 341120 617004 8.50% 2.302%
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11 12.783 1712 1718 1725 rBV2 54111 83761 1.15% 0.312%
12 13.053 1756 1764 1771 rBV 2753379 4164231 57.36% 15.534%
13 14.428 1989 1998 2003 rBV2 569351 873072 12.03% 3.257%
14 15.915 2244 2251 2258 rBV 1654092 2310749 31.83% 8.620%
15 17.172 2458 2465 2476 rVB2 785604 1141259 15.72% 4._.257%

16 18.065 2611 2617 2625 rBV2 90683 144750 1.99% 0.540%
17 19.798 2905 2912 2917 rBV 5797536 7260190 100.00% 27.083%
18 21.056 3122 3126 3130 rBV 122853 149268 2.06% 0.557%
19 21.344 3169 3175 3181 rBV 950133 1184716 16.32% 4._.419%
20 22.542 3375 3379 3384 rBV 71685 97970 1.35% 0.365%

21 23.635 3557 3565 3575 rBV2 605228 1157201 15.94% 4.317%

Sum of corrected areas: 26806792
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016996.D

Acq On : 9 May 2015 19:13

Operator : TP/1Z

Sample - G2183-02

Misc : 625 SURR ADDED

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M

Quant Method
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title ;
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016996.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016996.D

Acq On : 9 May 2015 19:13

Operator : TP/1Z

Sample - G2183-02

Misc : 625 SURR ADDED

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.99 40.23 ng 752630 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 51 (2.989 min): BG016996.D (-47) (-) m/z 73.05 100.00%

5000 43

—

| l 280 3.00 320 3.40
YNBSS ¥ £ A1 N . m/z 43.05 42.25%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4391: Butane, 2-methoxy-2-methyl-

%

5000 LI L L N B B L
43 2.80 3.00 3.20 3.40
m/z 55.05 27.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
o B B
M 280 300 320 3.40
5000 m/z 87.05 23.96%
ol e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2022: 1,3-Dioxolane, 2-methyl- R
73 2.80 3.00 3.20 3.40
m/z 41.05 15.00%
5000] 43 M
O SOV A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016996.D

Acq On : 9 May 2015 19:13

Operator : TP/1Z

Sample - G2183-02

Misc : 625 SURR ADDED

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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.

4.91 16.51 ng 308817 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 Butane 58 C4H10 000106-97-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 378 (4.910 min): BG016996.D (-373) (-) m/z 43.00 100.00%
43
5000
1o 460 480 500 520
o,....,.7.3..-,|...1.4,7....%0.7...%‘?8...,....,....,....,4.6.6. m/z 59.00 51.43%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRR RN R

460 4.80 5.00 5.20
m/z 101.00 17.02%

15 ‘ 101
0 ‘ NI \‘
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
R RERAE RS R
460 4.80 5.00 5.20
5000 m/z 58.00 12.96%
101
15 73
O T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3955: 2,3-Butanedione, monooxime
3 460 4.80 5.00 5.20
m/z 40.95 8.03%
5000
101
15
o,u..uﬂﬁ9”,....,....,”..,....,...w....,....,”.
m/z--> 0 50 100 150 200 250 300 350 400 450 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016996.D

Acq On : 9 May 2015 19:13

Operator : TP/1Z

Sample - G2183-02

Misc : 625 SURR ADDED

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 unknown7.32 Concentration Rank 2

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

7.32 67.08 ng 1254780 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 788 (7.319 min): BG016996.D (-781) (-) m/z 132.00 100.00%
132
5000 68
40 9|6 o - 7.00 720 7.40 7.60
o—— NN EMENR. . R m/z 68.00 48.65%
m/z--> 50 100 150 200 250 300 350
Abundance #48639: Tranylcypromine-propiony!
57 132
74
5000 98 L UL UL I L

7.00 7.20 7.40 7.60
m/z 66.00  33.14%

A e
0

P VR IV 5 . —
m/z--> 50 10 150 200 250 300 350
Abundance
132
A ey
7.00 7.20 7.40 7.60
5000 m/z 134.00 31.15%
63
15 39 g6 "%
L B B e e LA B e o e
m/z--> 50 100 150 200 250 300 350
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 7.00 7.20 7.40 7.60
m/z 69.10 20.20%
5000
3 105
70 ‘ ‘
ob— .‘.ﬁ}l‘lJaS.S‘,J. — 71—  RAREE AR anmaa SR
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016996.D

Acq On : 9 May 2015 19:13

Operator : TP/1Z

Sample - G2183-02

Misc : 625 SURR ADDED

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 Tridecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.07 2.54 ng 144750 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tridecanoic acid

2 n-Hexadecanoic acid
3 Tetradecanoic acid
4 n-Decanoic acid

5 Nonanoic acid

214 C13H2602
256 C16H3202
228 C14H2802
172 C10H2002
158 C9H1802

000638-53-9 93
000057-10-3 89
000544-63-8 58
000334-48-5 46
000112-05-0 18

Abundance Scan 2618 (18.071 min): BG016996.D (-2611) (-)
43 78
5000
04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #65565: Tridecanoic acid
73
43
5000 129
171
el
o..\.uw,w.“\»\wwm» A
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
43 73
5000 256
129
213
101 157185
O i o o o LA e e o e e S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75070: Tetradecanoic acid
3 78
5000 129
185
. 17 101 157 228
m/z--> 50 100 150 200 250 300 350 400 450 500

m/z 73.05 100.00%

17.80 18.00 18.20 18.40

m/z 43.10 90.83%

17. 80 18 00 18. 20 18.40

m/z 57.10 85.79%

17.80 18.00 18.20 18.40

m/z 41.00 80.51%

17.80 18.00 18.20 18.40

m/z 55.05 70.21%

17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016996.D

Acq On : 9 May 2015 19:13

Operator : TP/1Z

Sample - G2183-02

Misc : 625 SURR ADDED

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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 7 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.06 2.52 ng 149268 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 1-Docosanol 326 C22H460 000661-19-8 90
3 1-Eicosanol 298 C20H420 000629-96-9 90
4 1-Tricosanol 340 C23H480 003133-01-5 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 3127 (21.062 min): BG016996.D (-3122) (-) m/z 57.05 100.00%
57
83
5000
38167 207 250277 20.80 21.00 21.20 21.40
N | o m/z 55.00 82.48%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121980: 1-Docosene
57
5000 120,80 21.00 21.20 2140
29 H 125 e m/z 69.10  79.79%
o ..h‘,‘“ ‘ hw hh Mi u%??9?38 |289|L| N
mz-> 0 50 250 300 350 400 450 500
Abundance
43
83 20.80 21.00 21.20 21.40
5000 m/z 43.05 79.29%
111
308
o 18 139167 195 280
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116747: 1-Eicosanol e o B,
43 20.80 21.00 21.20 21.40
m/z 83.10 69.70%
83
5000
111
o 18m‘ l 19167196 252
m/z--> (I) 5'0 1(')0 1&1,0 2(')0 251,0 3(')0 3&1,0 4(')0 4&'30 5(')0 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016996.D

Acq On : 9 May 2015 19:13

Operator : TP/1Z

Sample - G2183-02

Misc : 625 SURR ADDED

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
Butane, 2-methoxy... 2.99 40.2 ng 752630 1 7.79 374130 20.0
2-Pentanone, 4-hy... 4.91 16.5 ng 308817 1 7.79 374130 20.0
unknown? .32 7.32 67.1 ng 1254780 1 7.79 374130 20.0
Tridecanoic acid 18.07 2.5 ng 144750 4 17.17 1141260 20.0
1-Docosene 21.06 2.5 ng 149268 5 21.34 1184720 20.0
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