LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 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:\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 heiaht area % max. total
1 2.788 13 17 35 rBY 6451253 8681710 100.00% 19.891%
2 2.923 36 40 49 rVV2 159048 301805 3.48% 0.691%
3 3.005 49 54 58 rvv 253933 313496 3.61% 0.718%
4 4.920 375 380 387 rVB 195186 283504 3.27% 0.650%
5 5.385 453 459 470 rVB 1847619 2660365 30.64% 6.095%
6 6.971 721 729 740 rBVY 1953600 3158745 36.38% 7.237%
7 7.335 783 791 798 rBVY 1851191 2910621 33.53% 6.669%
8 7.799 863 870 877 rBV 347206 549346 6.33% 1.259%
9 8.123 915 925 931 rBVY 1224114 1953912 22.51% 4_477%
10 8.963 1056 1068 1078 rBvY 1108998 1882800 21.69% 4.314%

11 10.596 1336 1346 1354 rBV 492181 821361 9.46% 1.882%
12 11.912 1564 1570 1577 rBvV2 108091 162299 1.87% 0.372%
13 12.799 1716 1721 1728 rVB 80980 114643 1.32% 0.263%
14 13.064 1756 1766 1773 rBV 2641368 3875133 44.64% 8.878%
15 13.898 1901 1908 1917 rVB 215668 303516 3.50% 0.695%

16 14.439 1994 2000 2007 rBvV2 764003 1131430 13.03% 2.592%
17 15.802 2225 2232 2239 rVB 495285 656041 7.56% 1.503%
18 15.925 2245 2253 2265 rBV 2211831 3282356 37.81% 7.520%
19 17.183 2460 2467 2477 rBV 981791 1392219 16.04% 3.190%
20 18.087 2615 2621 2630 rBV 261279 426425 4.91% 0.977%

21 19.362 2834 2838 2849 rBV2 108265 202123 2.33% 0.463%
22 19.815 2909 2915 2920 rBV 4251862 50900382 58.63% 11.663%
23 20.502 3025 3032 3038 rBV3 84460 174642 2.01% 0.400%
24 21.078 3126 3130 3140 rBV 353988 443495 5.11% 1.016%
25 21.360 3173 3178 3186 rBV 1209744 1473729 16.98% 3.377%

26 23.669 3563 3571 3579 rvVB2 698319 1400315 16.13% 3.208%

Sum of corrected areas: 43646413
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BGO050515\
Data File : BG016887.D

Aca On > 6 May 2015 5:31

Operator : TP/I1Z

Sample : G2114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG016887.D

2|79
6000000

5000000
4000000
3000000

2000000 5.38 6.97 734
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown2.79 Concentration Rank 1

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

2.79 316.07 ng 8681710 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 42
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 33
3 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 32
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 32
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9

Abundance Scan 17 (2.788 min): BG016887.D (-13) (-) m/z 73.05 100.00%
7B
43
5000 89
55 2.80 2.90 3.00 3.10 3.20
ol e e 290388 Tm/z 43.05 76.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.80 2.90 3.00 3.10 3.20
31 89 m/z 89.00 46.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
32
58 89 2.80 2.90 3.00 3.10 3.20
5000l 18 m/z 41.05 20.41%
72
mz-> 20 40 60 80 100 120 140 160 180
Abundance #7939: 2-Butanone, 3-methoxy-3-methyl-
73 2.80 2.90 3.00 3.10 3.20
m/z 45.00 15.86%
43
5000
T "WJ"?K ""|§§' }?%';%q"' AR SR UURLI
m/z--> 20 40 60 80 100 120 140 160 180 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.01 11.41 ng 313496 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 9

Abundance Scan 55 (3.011 min): BG016887.D (-49) (-) m/z 73.00 100.00%
73
5000 43
87
S T
280 3.00 320 3.40
7
,....',|-.1...~~,..'|.,....,19?..,.??.3,....,....,....,2]97..,.... 2 Tm/z 43.05  44.25%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 R
280 3.00 320 3.40
43 87

m/z 87.10 27 .76%

i \‘\ %9 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

73

AN
LI L L Lt L LB LB

280 3.00 320 3.40
5000 m/z 55.05 27 .32%

45
29 59 88

Tmmmwmwmwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 280 3.00 320 3.40
m/z 41.05 19.60%
5000 43
58

29 ‘ 87

1L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.92 10.32 ng 283504 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 39
3 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 380 (4.920 min): BG016887.D (-375) (-) m/z 43.00 100.00%
43
5000
101 TTfrrrr T T T
460 4.80 5.00 5.20

kAT | a2 ae2220 5% 7 59.00  47.98%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-

43

5000 e
4.60 4.80 5.00 5.20

m/z 101.00 14 _.51%

‘ 101
o |
T e T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30
R REEREEEEE SRRy
460 4.80 5.00 5.20
5000 m/z 58.00 13.26%
59 gg

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #3753: 1-Butene, 4-ethoxy- e e e
31 4.60 4.80 5.00 5.20
m/z 41.05 9.60%
59
5000
mz-> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 5 unknown7.34 Concentration Rank 2

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

7.34 105.97 ng 2910620 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 792 (7.341 min): BG016887.D (-783) (-) m/z 132.00 100.00%
132
5000 68
o . - c4r 7.00 720 740 7.60
s L 27 8% ST Tm/z 68.00  45.60%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AR AR AR SRR B
7.00 7.20 7.40 7.60
m/z 134.00 32.71%
“ 103
Mlu‘ \‘ Mh\ e L o e I
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
7.00 720 7.40 7.60
5000 97 m/z 66.00 32.20%
31 6o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14006: 5-Aminoindole R R e
132 7.00 7.20 7.40 7.60
m/z 69.10 20.01%
5000
104
66
39
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 wunknownll1.91 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.91 3.95 ng 162299 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanmethanol. tetrahvdro-.alp... 238 C15H2602 026184-88-3 32
2 Ethane. 1.l1-dimethoxv- 90 C4H1002 000534-15-6 23
3 Ethanone. 2-amino-1-phenvl- 135 C8HONO 000613-89-8 16
4 Guanidine 59 CH5N3 000113-00-8 9
5 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 9
Abundance Scan 1570 (11.912 min): BG016887.D (-1564) (-) m/z 59.00 100.00%
50
5000
s 7T e 0 10 0
...,....-,'|..'|..,....',..9.1.,.|~...1,2.1...,.1f‘?.,....,....,2]".7..,....,. m/z 77.00 26.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81116: 2-Furanmethanol, tetrahydro-.alpha.,.alpha.,5-trim...
43 59
31
5000 UL RN SUNLSN IR
11.60 11.80 12.00 12.20
( H 105 m/z 105.00 25.75%
161
el Al il ‘ ‘ H\ 5 m " .----.‘---1-79---- 220 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59
11.60 11.80 12,00 12.20
5000 m/z 50.95 21.40%
75
31 43
15 85
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14983: Ethanone, 2-amino-1-phenyl- LIS B S S
30 11.60 11.80 12.00 12.20
m/z 43.00 19.70%
5000 "
51 105
8 ¢, | 63 | 91 | 117 135
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 1160 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 8 Propanoic acid, 2-methyl-, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.03 ng 114643 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 59
2 Butanoic acid. 2-methvlpropvl ester 144 C8H1602 000539-90-2 53
3 Butanoic acid. 1l-methvlpropvl ester 144 C8H1602 000819-97-6 40
4 Propanoic acid. 2-methvl-. 2-met... 144 C8H1602 000097-85-8 40
5 Butyric acid, 3-tridecyl ester 270 C17H3402 1000280-56-8 38
Abundance Scan 1721 (12.799 min): BG016887.D (-1716) (-) m/z 43.05 100.00%
71
5000
98 e A i s
143173 12.40 12.60 12.80 13.00 13.20
309 32 "m/z 71.00 89.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
7
43
5000 SNSRI AR SR I
12.40 12.60 12.80 13.00 13.20
m/z 41.00 37 .06%
98
B i
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
71
12.40 12.60 12.80 13.00 13.20
5000 m/z 56.00 36.70%
43
R ,,,%?%?%Q N R S SR B AL SR S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #20087: Butanoic acid, 1-methylpropy! ester e BRI RS
7 12.40 12.60 12.80 13.00 13.20
m/z 83.10 33.90%
5000 43
e
. |
m/z--> 50 100 150 200 250 300 350 400 450 500 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.80 11.60 ng 656041 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene. (E)- 182 C12H10N2 017082-12-1 53
3 2-Phenvl-4-ethvlidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50
4 Benzenepropanenitrile. _.beta.-oxo- 145 C9H7NO 000614-16-4 50
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
Abundance Scan 2232 (15.802 min): BG016887.D (-2225) (-) m/z 105.00 100.00%
145
77
5000 182
51
152 15.40 15.60 15.80 16.00 16.20
2l 228 e B i | m/Z 77.00  71.85%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44108: Benzophenone
105
77 182
5000 AL UL B BN
15.40 15.60 15.80 16.00 16.20
o1 m/z 182.00 50.55%
27 “ | 126 152 H
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
77
15.40 15.60 15.80 16.00 16.20
5000 m/z 51.00 32.78%
51 182
27 105 128 152
Wmmﬂwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #47439: 2-Phenyl-4-ethylidene-2-oxazolin-5-one RRREE R L
105 15.40 15.60 15.80 16.00 16.20
m/z 49.95 11.77%
77
5000
51
N 121 143160 187

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 10 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.09 6.13 ng 426425 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2621 (18.087 min): BG016887.D (-2615) (-) m/z 43.05 100.00%

48 73

5000 129

213 256

17.80 18.00 18.20 18.40
m/z 73.00 89.31%

171

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid
43
73
5000 LA L L L L L LN B
17. 80 18. 00 18 20 18 40
m/z 60.00 86.89%

e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

73
43 T T T T T TR T
17.80 18.00 18.20 18.40
5000 129 m/z 41.05 77.31%
185
228
98

15 157

L o o o o e o L o o L LA e e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83686: Pentadecanoic acid

17.80 18.00 18.20 18.40
m/z 57.10 75.85%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17. 80 18. 00 18 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 11 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.36 2.74 ng 202123 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Pentadecanoic acid 242 C15H3002 001002-84-2 47
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
Abundance Scan 2838 (19.362 min): BG016887.D (-2834) (-) m/z 73.00 100.00%
43 73
57
5000 129

19.00 19.20 19.40 19.60
m/z 43.05 88.77%

143157171 207 227

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108839: Octadecanoic acid

43 73
57

284 19.00 19.20 19.40 19.60
m/z 41.00 75.31%

5000 29

18

5 241
1431571717 7199213227 | 25,59

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

73

43 R NEEEEmEm
57 19.00 19.20 19.40 19.60

m/ 57.10 74 .95%
5000 129 z 0

29 185 228
87 01115 | 143171
157

199513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #37191: n-Decanoic acid B R R B B e
60 19.00 19.20 19.40 19.60
m/z 59.95 69.72%
41
5000 129
ZI
87
115 172
101 143

B R R R a R R AR a e .%.5,7..1. R e e e R RN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 12 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.50 2.37 ng 174642 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 90
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 7-Nonenamide 155 C9H17NO 090949-53-4 64
5 Dodecanamide 199 C12H25N0O 001120-16-7 59
Abundance Scan 3032 (20.502 min): BG016887.D (-3025) (-) m/z 59.00 100.00%
59
5000 Jk\/\\
98 126 281 20.20 20.40 20.60 20.80
3 154 184209 238 355 469 /7 72.00 71 _84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106877: 9-Octadecenamide, (2)-
59
5000
20.20 20.40 20.60 20.80
og 126 m/z 40.95 41 .21%
‘ \ | 154 18419238 2%
IIII\‘I ‘“HMM“N““‘||‘||2:!-O|||||||‘||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
20.20 20.40 20.60 20.80
5000 m/z 55.00 34.60%
29 186114145170 212 255
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74439: Tetradecanamide I AR BA e rte e
59 20.20 20.40 20.60 20.80
m/z 43.05 27 .27%
5000
97 128 227
m/z--> 50 100 150 200 250 300 350 400 450 2020 2040 20.60 20.80

8270-BG050515.M Wed May 06 14:32:16 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016887.D

Aca On : 6 May 2015 5:31

Operator : TP/1Z

Sample : 62114-06

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 13 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.08 6.02 ng 443495 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 98
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 1-Eicosanol 298 C20H420 000629-96-9 91
Abundance Scan 3130 (21.078 min): BG016887.D (-3126) (-) m/z 43.05 100.00%
43
83
5000 111
HRISRL IR SN BRI BUMR
140 20.80 21.00 21.20 21.40
5 !I. | .h.‘. 208 200 252280308341 453485 544 ./, 5505  95.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121981: 1-Docosene
55
5000 U AR R AR
20. 80 21. oo 21 20 21.40
m/z 57.05  90.12%
gl “ L \ 153181 308
mz—-> 0 55 100 150 200 250 300 3%0 400 4éo 560 '
Abundance
43
83 20.80 21.00 21.20 21.40
5000 m/z 83.10 76.93%
111
139 168196224252
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 '
Abundance #152927: Trichloroacetic acid, hexadecy! ester
3 20.80 21.00 21.20 21.40
83 m/z 41.00 71.48%
5000
39167196224
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050515\
Data File : BG016887.D

Acq On : 6 May 2015 5:31

Operator : TP/1Z

Sample : G2114-06

Misc :

ALS Vial : 26 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]
unknown2 .79 2.79 316.1 ng 8681710 1 7.81 549346 20.0
Butane, 2-methoxy... 3.01 11.4 ng 313496 1 7.81 549346 20.0
2-Pentanone, 4-hy... 4.92 10.3 ng 283504 1 7.81 549346 20.0
unknown? .34 7.34 106.0 ng 2910620 1 7.81 549346 20.0
unknownl1l.91 11.91 4.0 ng 162299 2 10.60 821361 20.0
Propanoic acid, 2... 12.80 2.0 ng 114643 3 14.44 1131430 20.0
Benzophenone 15.80 11.6 ng 656041 3 14.44 1131430 20.0
n-Hexadecanoic acid 18.09 6.1 ng 426425 4 17.18 1392220 20.0
Octadecanoic acid 19.36 2.7 ng 202123 5 21.36 1473730 20.0
9-Octadecenamide, ... 20.50 2.4 ng 174642 5 21.36 1473730 20.0
1-Docosene 21.08 6.0 ng 443495 5 21.36 1473730 20.0
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