LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\

Data File : BF095031.D

Aca On : 9 May 2017 20:07 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13014-03 Gl
Misc i RAV-RMW-4
ALS Vial : 8 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-BF050217 .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

5.013 520 523 539 rBvV 28743 68699 2.57% 0.396%
5.654 629 632 660 rBv 382425 840997 31.47% 4._.849%
rBv 206702 478574 17.91% 2.759%
7.366 919 923 942 rVB 1269945 1858039 69.52% 10.713%
7.707 977 981 995 rVB 446866 534657 20.00% 3.083%
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7.942 1017 1021 1037 rBV 1155509 1429488 53.48% 8.242%
8.607 1129 1134 1151 rBV 918120 1259021 47.11% 7.259%
9.730 1321 1325 1339 rBvV 505129 694555 25.99% 4_.005%
11.501 1621 1626 1641 rBV 2085772 2628077 98.33% 15.152%
12.201 1740 1745 1751 rBV 56341 75628 2.83% 0.436%

=
QO ~NO®

11 12.560 1801 1806 1820 rBV2 588497 816029 30.53% 4._.705%
12 13.742 2001 2007 2015 rBV 35511 46848 1.75% 0.270%
13 13.854 2021 2026 2040 rBV 971822 1370077 51.26% 7.899%
14 14.959 2209 2214 2227 rBV 615560 841800 31.50% 4 _.853%
15 15.924 2373 2378 2389 rBV 98780 149734 5.60% 0.863%

16 17.018 2559 2564 2574 rBV 148064 213974 8.01% 1.234%
17 17.289 2604 2610 2622 rBV 2248221 2672692 100.00% 15.410%
18 18.624 2833 2837 2845 rBV 636822 785334 29.38% 4.528%
19 19.836 3035 3043 3047 rBvV7 10485 26892 1.01% 0.155%
20 20.294 3116 3121 3133 rBV 396853 553101 20.69% 3.189%

Sum of corrected areas: 17344216
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF050917\
Data File : BF095031.D

Aca On > 9 May 2017 20:07

Operator : SJ/MA

Sample : 13014-03

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF095031.D
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Abundance TIC: BF095031.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\
Data File : BF095031.D

Aca On : 9 May 2017 20:07

Operator : SJ/MA

Sample : 13014-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.01 Concentration Rank 5

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

5.01 2.57 ng 68699 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 7
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 5

Abundance Scan 522 (5.007 min): BF095031.D (-520) (-) 43.00 100.00%
43.0
59.0
5000
101.0
83.0 4.60 4.80 500 5.20 5.40
O rrr e i ettt ot || M/Z 59.00  68.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0
5000 41.0 RS AN RS R R
31.0 4.60 4.80 500 5.20 5.40
69.0 87.0 m/z 101.00 21.11%
15.0 M‘ ls00 98.0
0"'I'”'I"”I"'W""P"'I”"I'”'I"”I'"W""P
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 50.0 m/z 58.00 16.60%
15.0 310 630 101.0
e S S S SULIULS SURIIL IS IULILS IULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e RRmnn pa BRI
43.0 4.60 4.80 5.00 5.20 5.40

m/z 41.00 12.18%

5000
101.0
150 310 %80 69,0 86.0
o e SOTT | PRPRIO -7  .-.- E MMM |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

8270-BF050217.M Wed May 10 14:52:05 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\
Data File : BF095031.D

Aca On : 9 May 2017 20:07

Operator : SJ/MA

Sample : 13014-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.37 Concentration Rank 1

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

7.37 69.50 ng 1858040 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 924 (7.372 min): BF095031.D (-919) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 50 || 7o % im0 7o 7k a0 760 780
O bbbl L3030 Ml Tm/z 68.10  35.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U S SR L
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 33.51%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 21.29%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 .60%
5000
33.0 44.0 0.0 105.0
0'"'I“"I""ﬁ"éﬁ?"'l'”'?9'”I"ﬂ'l'ihl%%qgl”"l"""
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\
Data File : BF095031.D

Aca On : 9 May 2017 20:07

Operator : SJ/MA

Sample : 13014-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.92 3.56 ng 149734 Phenanthrene-d10 14.96
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 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2377 (15.918 min): BF095031.D (-2373) (-) m/z 73.00 100.00%
430 730
5000 1200
97.1 1711 213.0
149.0 ~/.- : 256.2 15.60 15.80 16.00 16.20
0 m/z 43.05 95.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R A UM SR SRR
83.0 15.60 15.80 1600 16.20
Ji 1570 1geo 2130 2560 | M/Z 60.00  80.13%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 30
15.60 15.80 16.00 16.20
5000 m/z 57.10 73.87%
129.0
171.0 214.0
. 97.0 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 15.60 15.80 16.00 16.20
m/z 41.00 64.12%
5000 129.0 MMNMquhwwkmwwA\M“wawvthivu
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15|60 15. 80 16. oo 16 20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\
Data File : BF095031.D

Aca On : 9 May 2017 20:07

Operator : SJ/MA

Sample : 13014-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.
17.02 5.45 ng 213974 Chrysene-di12 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 20

Abundance Scan 2564 (17.018 min): BF095031.D (-2559) (-) m/z 73.00 100.00%

43.0 73.0

-

5000 129.1
16.80 17.00 17.20 17.40
01 m/z 43.05 94 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

3.0

-

16.80 17.00 17.20 17.40
m/z 57.10 76.15%

5000

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 16.80 17.00 17.20 17.40
5000 m/z 60.00 74.84%

129.0
185.0 228.0

157.0

97.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid
60.0 16.80 17.00 17.20 17.40
m/z 55.00 63.25%
5000 0.0 129.0
‘ | 87.0 172.0
o 0 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050917\
Data File : BF095031.D

Acq On : 9 May 2017 20:07

Operator : SJ/MA

Sample - 13014-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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]
unknown5.01 5.01 2.6 ng 68699 1 7.71 534657 20.0
unknown? .37 7.37 69.5 ng 1858040 1 7.71 534657 20.0
n-Hexadecanoic acid 15.92 3.6 ng 149734 4 14.96 841800 20.0
Octadecanoic acid 17.02 5.5 ng 213974 5 18.62 785334 20.0
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