LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011915\
Data File : BF076957.D

Aca On : 20 Jan 2015 9:10

Operator - 1Z / TP

Sample : Gl101-17

Misc oW

ALS Vial : 34 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-BF011415.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 1.464 31 33 40 rBV 29354 69408 4.87% 0.751%
2 4.116 262 265 272 rBV 20514 49094 3.45% 0.531%
3 5.042 342 346 356 rBV 239047 459638 32.25% 4_.972%
4 7.373 547 550 555 rBV 164598 269178 18.89% 2.912%
5 7.465 555 558 570 rVB 519905 915246 64.23% 9.900%
6 7.979 599 603 608 rVB 118414 204227 14.33% 2.209%
7 8.299 627 631 634 rBV 541614 833646 58.50% 9.017%
8 9.271 713 716 719 rBV 448202 682392 47.89% 7.381%
9 10.882 854 857 861 rVB 190614 285879 20.06% 3.092%
10 13.534 1085 1089 1092 rBvV 873616 1368542 96.04% 14.803%

11 15.008 1215 1218 1222 rBV 191079 318662 22.36% 3.447%
12 16.688 1362 1365 1368 rBV 554414 828203 58.12% 8.958%
13 17.774 1458 1460 1463 rBV 246822 331696 23.28% 3.588%

14 18.757 1544 1546 1549 rBvV 38311 44277 3.11% 0.479%
15 19.900 1643 1646 1649 rVB 87193 87615 6.15% 0.948%
16 20.014 1653 1656 1658 rvv 977518 1425042 100.00% 15.414%
17 20.792 1721 1724 1727 rBV 57036 72471 5.09% 0.784%
18 20.940 1735 1737 1739 rVB 11428 15140 1.06% 0.164%
19 21.272 1762 1766 1769 rBvV 327206 417605 29.30% 4_.517%
20 21.660 1798 1800 1804 rVB 19019 23246 1.63% 0.251%
21 22.049 1831 1834 1836 rBV3 11894 18771 1.32% 0.203%
22 22.415 1864 1866 1869 rVvVv 12829 17159 1.20% 0.186%
23 22.483 1869 1872 1874 rVB2 15295 20250 1.42% 0.219%
24 22.792 1895 1899 1901 rBV4 15227 32496 2.28% 0.351%
25 22.940 1909 1912 1914 rBV 257472 325992 22.88% 3.526%
26 23.158 1928 1931 1934 rBV 11006 22294 1.56% 0.241%
27 23.523 1961 1963 1968 rBV6 14017 28552 2.00% 0.309%
28 23.889 1993 1995 2000 rVB5 10531 21103 1.48% 0.228%
29 24.301 2028 2031 2037 rVB7 9704 25939 1.82% 0.281%
30 24.518 2047 2050 2054 rBv4 16268 31432 2.21% 0.340%
Sum of corrected areas: 9245195
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BFO076957.D

Aca On : 20 Jan 2015 9:10

Operator =: 1Z / TP

Sample : Gl101-17

Misc oW

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BFO76957.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BFO076957.D

Aca On : 20 Jan 2015 9:10

Operator =: 1Z / TP

Sample : Gl101-17

Misc oW

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.12 4.81 ng 49094 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Guanidine 59 CH5N3 000113-00-8 9
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 265 (4.116 min): BF076957.D (-262) (-) m/z 43.10 100.00%
a3
59
5000
101
| 83 380 4.00 420 4.40
e L B LA e m/z 59.00 79.18%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA A I L
59 380 400 420 440
m/z 101.10 31.24%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 59
380 4.00 420 440
5000 18 m/z 58.00 19.87%
28
12
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e
43 3.80 4.00 4.20 4.40
m/z 41.00 9.77%
5000 101
28 59
‘ 70 84
"'I'%?'I"lMW"' Nﬂ.l..,?ﬂlli....l.H.Zﬁ 'l"l'?§'|""|' SESSABESUESE NN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BFO076957.D

Aca On : 20 Jan 2015 9:10

Operator =: 1Z / TP

Sample : Gl101-17

Misc oW

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 3 unknown7.46 Concentration Rank 1

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

7.46 89.63 ng 915246 1,4-Dichlorobenzene-d4 7.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 558 (7.465 min): BF076957.D (-555) (-) m/z 132.00 100.00%
5000 68
w0 5 ()75 g % 720 740 7.60 7.80
! m/z 68.10 41.07%
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
5000 I IR SR L
7.20 7.40 7.60 7.80
0
3638 iT 78 m/z 134.00 30.68%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 740 7.60 7.80
5000 m/z 66.00 27 .76%
33 44 97 105

70 78
51 60 86 115

wwwmmwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole R EEmas m e L

132 7.20 7.40 7.60 7.80

m/z 69.10 16.72%
5000
104
51 66 77
14 27 37 44 5! 58 | 5. 89 97 || 115

R L I B E e P e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BFO076957.D

Aca On : 20 Jan 2015 9:10

Operator =: 1Z / TP

Sample : Gl101-17

Misc oW

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 6 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.90 4.20 ng 87615 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 56
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 52
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 35

Abundance Scan 1646 (19.900 min): BF076957.D (-1643) (-) m/z 56.10 100.00%
56
5000
129 257 "o e 1o'an anan onon
239 19.60 19.80 20.00 20.20
— ,..||.|.,|!-..'.l'..==~,..|..,..1.?7....1?:5.. 2 et M7z 57.10 59.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 BN "AA""I""I
19.60 19.80 20.00 20.20
29 129 23 257 m/z 41.10 40.02%
“ | h H n 101 7" 157 185 A 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
19.60 19.80 20.00 20.20
5000 m/z 55.10 32.06%
4 239
257
3 129
18 %113 157 185 213 282 312
R R L R s L L A L LA LRSS AN RS LAY AR AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56 19.60 19.80 20.00 20.20
m/z 43.05 30.56%
5000
29 73
m/z--> 2'0 4'0 60 80 100 150 140 160 180 200 220 240 260 2&'30 3(')0 ' 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011915\
Data File : BFO076957.D

Aca On : 20 Jan 2015 9:10

Operator =: 1Z / TP

Sample : Gl101-17

Misc oW

ALS Vial : 34 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF011415.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.79 3.47 ng 72471 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 83
2 Nipecotic acid 129 C6H11NO2 000498-95-3 40
3 2-Methvl-1-octadecene 266 C19H38 061868-20-0 38
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38

Abundance Scan 1724 (20.792 min): BF076957.D (-1721) (-) m/z 56.10 100.00%
56
5000
73 A
97 129 R AR SR B
3 I | 185 241 267285 20.40 20.60 20.80 21.00 21.20
et m/z 57.10 65.48%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
20.40 20.60 20.80 21.00 21.20
29 73 m/z 43.10 41.59%
‘ | ‘ g7 12 185 241 267785 340
. |‘| \I T ‘:‘ “l“:‘“‘:‘hl‘ I\\hl . ?‘57 - I\I |2|13| . I\ T |‘| I\‘I |3:|I-1| —t T
m/z--> 50 100 150 200 250 300
Abundance
57
20.40 20.60 20.80 21.00 21.20
5000 m/z 41.00 41.28%
30 84 129
101
m/z--> " s0 100 150 200 280 300
Abundance #98173: 2-Methyl-1-octadecene
56 20.40 20.60 20.80 21.00 21.20
m/z 55.05 31.87%
5000
\ 83 111
Ll b 1T 139 165182 210 233 266
m/z--> 50 100 150 200 250 300 ' 20.40 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011915\
Data File : BF076957.D

Acq On : 20 Jan 2015 9:10

Operator - 1Z / TP

Sample - G1101-17

Misc W

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415.M
Quant Title : 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... 4.12 4.8 ng 49094 1 7.98 204227 20.0
unknown? .46 7.46 89.6 ng 915246 1 7.98 204227 20.0
Hexadecanoic acid... 19.90 4.2 ng 87615 5 21.27 417605 20.0
Octadecanoic acid... 20.79 3.5 ng 72471 5 21.27 417605 20.0
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