LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\

Data File : BF094715.D

Aca On : 30 Apr 2017 15:31 Instrument :
Operator : SJ/MA BNA_F

Sample - 12873-08 ClientSampleld :
Misc - FRAC-TANK-A1841DW
ALS Vial : 10 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-BF041717 .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 3.913 333 336 345 rBV 134127 150715 4.08% 0.648%
2 4.313 401 404 427 rBV 1011888 1177975 31.88% 5.068%
3 5.384 583 586 602 rBV 697430 732240 19.82% 3.150%
4 5.513 604 608 617 rBY 2209735 2218447 60.03% 9.545%
5 5.760 647 650 656 rBV 636772 611784 16.56% 2.632%
6 5.943 676 681 684 rBY 2327080 2148355 58.14% 9.243%
7 6.413 756 761 764 rBVY 1640360 1726108 46.71% 7.427%
8 7.013 858 863 870 rBV3 15909 40285 1.09% 0.173%
9 7.254 900 904 918 rVB 918296 858660 23.24% 3.694%
10 8.578 1124 1129 1133 rBY 3239814 3541358 95.83% 15.237%
11 9.084 1211 1215 1222 rBV 101259 93357 2.53% 0.402%

12 9.389 1263 1267 1275 rBV2 965144 972770 26.32% 4.185%
13 10.372 1429 1434 1446 rBV 1816823 1979430 53.57% 8.517%
14 11.213 1573 1577 1581 rBV 1026658 978235 26.47% 4_.209%
15 11.948 1699 1702 1712 rBV2 177151 217794 5.89% 0.937%

16 12.924 1863 1868 1883 rBV 423694 514222 13.92% 2.212%
17 13.195 1908 1914 1918 rBV 2883229 3695326 100.00% 15.899%
18 14.466 2125 2130 2135 rBV 825287 881722 23.86% 3.794%
19 14.513 2135 2138 2144 rVB 67322 76955 2.08% 0.331%
20 16.089 2402 2406 2415 rBV 514418 626491 16.95% 2.695%

Sum of corrected areas: 23242229
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094715.D

Aca On : 30 Apr 2017 15:31

Operator : SJ/MA

Sample : 12873-08

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

I Z:\HPCHEM1I\BNA F\METHODS\8270-
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

BFO41717 .M

FRAC-TANK-A1841DW
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\

Data File : BF094715.D

Aca On : 30 Apr 2017 15:31

Operator : SJ/MA

Samole - 12873-08 FRAC-TANK-A1841DW
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 4

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

3.91 4.93 ng 150715 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Propanoic acid. 2-nitro-. methvl... 133 C4H7NO4 006118-50-9 9
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 335 (3.907 min): BF094715.D (-333) (-) m/z 43.00 100.00%
a3
59
5000
T T35 350 4bo 4k
83 : : : :
o 20 8 w/7 59.10  63.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR SRR N R
3.60 3.80 4.00 4.20
59 m/z 101.10 22.10%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
360 380 4.00 4.20
5000 m/z 58.10 15.50%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #14600: Propanoic acid, 2-nitro-, methyl ester L ARAREREY
59 3.60 3.80 4.00 4.20
m/z 41.10 9.42%
5000 28
43 102
87
O '|‘l Jl' |?? r "'6?|'73{ T "M UNBE SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\

Data File : BF094715.D

Aca On : 30 Apr 2017 15:31

Operator : SJ/MA

Samole - 12873-08 FRAC-TANK-A1841DW
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown5.51 Concentration Rank 1

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

5.51 72.52 ng 2218450 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 607 (5.507 min): BF094715.D (-604) (-) m/z 132.00 100.00%
5000 68
6 rrTrTTTTTT T T T T T T T T
54 75 104 520 5.40 5.60 5.80
0 ..,....,....,...:,".'..7,:!. ??.l.' S -/ M S N m/z 68.10 42.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U S IR I U
5.20 5.40 5.60 5.80
3 78 m/z 134.00 31.30%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.00 24 .30%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L m
132 5.20 5.40 5.60 5.80

m/z 69.10 16.31%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\

Data File : BF094715.D

Aca On : 30 Apr 2017 15:31

Operator : SJ/MA

Samole - 12873-08 FRAC-TANK-A1841DW
Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 4.45 ng 217794 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1702 (11.948 min): BF094715.D (-1699) (-) m/z 72.95 100.00%
43 60 B
5000
1160 11.80 12.00 12.20
(o} m/z 43.05 83.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073 kMM~VAVWWMM“F
5000 129 L BRI BRI B B B
nmnmnmnm
m/z 60.00 82.77%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.60 11.80 12.00 12.20
5000 29 m/z 57.10 67 .45%
129
87 115 171 214
o 101 143157 | 1854
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e AR EE an e e
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 64 .93%
5000 129
29
199
143157171185 242 kﬂAAMNMNWAqMJ
015 R R e e e e N REEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\

Data File : BF094715.D

Aca On : 30 Apr 2017 15:31

Operator : SJ/MA

Samole - 12873-08 FRAC-TANK-A1841DW
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.92 11.66 ng 514222 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1867 (12.919 min): BF094715.D (-1863) (-) m/z 73.00 100.00%

43 7B
57

5000 129

-

12.60 12.80 13.00 13.20
m/z 43.10 94.49%

=

24
199213227

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 73

5

5000 LN L L L L L L L LB L L |
12.60 12.80 13.00 13.20
m/z 57.05 79.92%
)
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
12.60 12.80 13.00 13.20
5000 129 m/z 60.00 75.63%
29 g7
115 @ 143 199 242
101 157 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R REEE LS E
73 12.60 12.80 13.00 13.20
43 m/z 55.05 68.24%
5000 129
9 185 228
115
1 143
R 3 ﬁ T M B I~ N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1260 1280 1300 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF043017\

Data File : BF094715.D

Acq On : 30 Apr 2017 15:31

Operator : SJ/MA

Sample - 12873-08 FRAC-TANK-A1841DW
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 3.91 4.9 ng 150715 1 5.77 611784 20.0
unknown5.51 5.51 72.5 ng 2218450 1 5.77 611784 20.0
n-Hexadecanoic acid 11.95 4.5 ng 217794 4 11.21 978235 20.0
Octadecanoic acid 12.92 11.7 ng 514222 5 14.47 881722 20.0
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