LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF110515\
Data File : BF082718.D

Aca On > 4 Nov 2015 23:36

Operator : UM/I1Z

Sample : 6G4261-11

Misc :

ALS Vial : 32 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-BF103015.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 5.036 255 258 260 rBV 473113 654666 11.93% 1.970%
2 5.458 292 295 297 rBV 868335 898198 16.37% 2.703%
3 6.476 382 384 387 rBV 498041 571832 10.42% 1.721%
4 6.624 394 397 399 rBVY 1998989 1700093 30.98% 5.117%
5 6.864 415 418 420 rBV 1055477 1094048 19.94% 3.293%
6 7.024 429 432 434 rBV 2460205 3190623 58.14% 9.603%
7 7.424 464 467 469 rBVY 2890761 2947829 53.72% 8.873%
8 8.144 528 530 533 rBVY 1324878 1340463 24.43% 4.035%
9 9.230 622 625 627 rBY 5760340 5487382 100.00% 16.516%
10 9.619 657 659 661 rBV 625937 510845 9.31% 1.538%

11 9.905 681 684 686 rBVY 1857194 1742170 31.75% 5.244%
12 10.282 715 717 718 rBV 82020 70453 1.28% 0.212%
13 10.316 718 720 724 rVB2 238614 314548 5.73% 0.947%
14 10.682 750 752 755 rBV 1576937 1522548 27.75% 4._.583%
15 10.819 762 764 769 rVB 136446 156180 2.85% 0.470%

16 10.910 769 772 773 rBV 78080 66390 1.21% 0.200%
17 11.265 801 803 805 rBvV 144304 127771 2.33% 0.385%
18 11.379 811 813 816 rVB 1591216 1590394 28.98% 4._.787%
19 11.688 839 840 843 rBV 72740 77466 1.41% 0.233%
20 11.928 858 861 862 rBvV 254503 340180 6.20% 1.024%

21 12.705 927 929 935 rBV 229066 256447 4.67% 0.772%
22 12.796 935 937 941 rVB 93625 101446 1.85% 0.305%
23 12.968 950 952 955 rvB 3500950 4791883 87.33% 14.423%
24 13.448 990 994 997 rBV 73450 124279 2.26% 0.374%
25 13.528 998 1001 1008 rVB 57268 87006 1.59% 0.262%

26 13.871 1029 1031 1041 rBV2 583594 675588 12.31% 2.033%
27 14.019 1041 1044 1046 rBV 1597570 1588486 28.95% 4.781%

28 14.511 1085 1087 1090 rBV 41073 58574 1.07% 0.176%

29 15.448 1166 1169 1172 rBV 887061 1052953 19.19% 3.169%

30 15.974 1212 1215 1219 rBV 41427 83021 1.51% 0.250%
Sum of corrected areas: 33223762
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082718.D

Aca On : 4 Nov 2015 23:36

Operator : UM/I1Z

Sample : 6G4261-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082718.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082718.D

Aca On : 4 Nov 2015 23:36

Operator : UM/I1Z

Sample : 6G4261-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 11.97 ng 654666 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 258 (5.036 min): BF082718.D (-255) (-) m/z 43.10 100.00%
43
59
5000
101 S B
480 5.00 5.20 5.40
83
o I A - N N m/z 59.10 63.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LN RS UL I
59 480 500 520 5.40
m/z 101.10 23.09%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 15.01%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3950: 2,3-Butanedione, monooxime e B EREma R
43 480 5.00 5.20 5.40
m/z 41.10 9.28%
5000
101
15 58
0 ‘ 2‘\8\ \\‘ ! 69 84 . A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082718.D

Aca On : 4 Nov 2015 23:36

Operator : UM/I1Z

Sample : 6G4261-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 2

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

6.62 31.08 ng 1700090 1,4-Dichlorobenzene-d4 6.86
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 397 (6.624 min): BF082718.D (-394) (-) m/z 132.10 100.00%
132
5000 68
40 sy X 620 640 6.60 6.80 7.00
7 . . . . )
ol Je sus o h/7 68.10  48.87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I IR I L I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.10 32.14%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 31.20%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 19.86%
5000 98 116
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 8 S W | C—
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082718.D

Aca On : 4 Nov 2015 23:36

Operator : UM/I1Z

Sample : 6G4261-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.93 4.28 ng 340180 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Nonanoic acid 158 C9H1802 000112-05-0 30

Abundance Scan 861 (11.928 min): BF082718.D (-858) (-) m/z 73.10 100.00%

3 60 T
5000 129

157171185
43 256 11.60 11.80 12.00 12.20

199

bl m/z 60.10  79.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
50001 29 256 L I e
129 11.60 11.80 12.00 12.20
213 m/z 43.10 78.25%
157 171 185
“ “ \‘ 11 H‘ H H‘ M MH H ‘\ I 14\.3 ‘ 199 ‘ 227 240

o

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73

.

e L e i
43 11.60 11.80 12.00 12.20
5000 - m/z 55.10 68.02%
29 185 228
8799 115 143 171
o 157 1995913
B s o R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid Ao B e
60 73 11.60 11.80 12.00 12.20
43 m/z 57.10 66.47%
5000 129
29 171
’ 1s 214
T ‘ 143157 | 185
0 H‘”‘“‘ n ‘M T VIS e SN MM SR NN N St n i i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

8270-BF103015.M Thu Nov 05 15:01:42 2015 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082718.D

Aca On : 4 Nov 2015 23:36

Operator : UM/I1Z

Sample : 6G4261-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Dodecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.70 3.23 ng 256447 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 43
2 Tridecane 184 C13H28 000629-50-5 18
3 Undecane 156 C11H24 001120-21-4 18
4 Hexadecane 226 C16H34 000544-76-3 18
5 Tetradecane 198 C14H30 000629-59-4 18

Abundance Scan 929 (12.705 min): BF082718.D (-927) (-) m/z 43.10 100.00%
43 73
57
5000
129
L|+ﬂ' S 115 185 o ot an aotan aalon
1431571717199 227241 o84 12.40 12.60 12.80 13.00
| N— o=l 2% m/z 73.10 88.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56046: Dodecanoic acid
60
43
5000
a5 12 12.40 12.60 12.80 13.00
115 m/z 55.10 76.08%
il vl PO
o “”.‘ h...h‘l \‘ .‘.“.... .]:7.?....‘............|....|...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 12.'40 12.|60 12.80 13.'00
5000 85 m/z 60.05 75.18%
ol il % 113127141155169184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27120: Undecane
57 12.40 12.60 12.80 13.00
43 m/z 57.10 74 .34%
71
5000
85
2( ‘ | ‘ 99113107 156
0 S | Y Y o4 sy e Babeas sl S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110515\
Data File : BF082718.D

Aca On : 4 Nov 2015 23:36

Operator : UM/I1Z

Sample : 6G4261-11

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 6 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.51 ng 675588 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 74
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 74
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 74
5 1-Eicosanol 298 C20H420 000629-96-9 74
Abundance Scan 1031 (13.871 min): BF082718.D (-1029) (-) m/z 55.10 100.00%
41
5000
125 13.60 13.80 14.00 14.20
139 . . : :
o 133168182196 m/z 57.10 97.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43 7
5000 ---u----rJ---u----u----
13.60 13.80 14.00 14.20
29 125 m/z 83.10 93.91%
ol1s | | 139154168182196210224238 266
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
R 13.60 13.80 14.00 14.20
5000 97 m/z 43.10 91.87%
111
o 2 125139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 K
Abundance #106400: 3-Eicosene, (E)- R
13.60 13.80 14.00 14.20
o m/z 97.10 78.70%
5000
125
0 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13%0 13.80 1450 1450
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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\BF110515\

BF082718.D

4 Nov 2015 23:36

umsiz

G4261-11

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.62

n-Hexadecanoic acid

Dodecanoic aci
1-Nonadecene

8270-BF103015.M Thu Nov 05 15:01:43 2015

d

5.04 12.0 ng

6.62 31.1 ng
11.93 4.3 ng
12.70 3.2 ng
13.87 8.5 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

654666
1700090
340180
256447
675588

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

1 6.86 1094050 20.0
1 6.86 1094050
4 11.38 1590390 20.0
5 14.02 1588490 20.0
5 14.02 1588490 20.0
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