LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\

Data File : BG027642.D

Aca On : 23 Jun 2017 22:31 Instrument :
Operator : SJ/JU BNA_G

Sample - 13743-01 ClientSampleld :

Misc - FNDFL-PLUM-061417-COMP
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:\HPCHEM1\BNA G\METHODS\8270-BG062117.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

5.639 291 298 309 rBV 57787 95492 5.03% 1.081%
6.086 367 374 389 rVB 355525 598222 31.52% 6.774%
rBv 365337 678596 35.76% 7.684%
8.037 698 706 716 rBB 357739 641053 33.78% 7.259%
8.507 779 786 794 rBB 65215 117370 6.18% 1.329%
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8.830 834 841 849 rBB 242506 446029 23.50% 5.050%
9.670 975 984 995 rBV 207086 395843 20.86% 4.482%
11.321 1258 1265 1277 rBB 93219 176577 9.30% 1.999%
13.712 1665 1672 1684 rBV 642414 989079 52.12% 11.199%
14.517 1803 1809 1817 rBV 79568 122801 6.47% 1.390%

=
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11 15.087 1899 1906 1915 rVB2 166408 273809 14.43% 3.100%
12 16.568 2152 2158 2169 rBV 621665 1007053 53.07% 11.403%
13 17.837 2365 2374 2386 rVB 253349 404592 21.32% 4_.581%
14 18.671 2511 2516 2529 rBV3 32682 54158 2.85% 0.613%
15 19.929 2725 2730 2738 rBV2 19808 30427 1.60% 0.345%

16 20.416 2806 2813 2819 rBV 1349707 1897760 100.00% 21.489%
17 22.202 3110 3117 3125 rBV 243262 465228 24.51% 5.268%
18 25.839 3724 3736 3748 rBVv3 131799 437399 23.05% 4 _.953%

Sum of corrected areas: 8831488
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\

Data File : BG027642.D

Aca On : 23 Jun 2017 22:31

Operator : SJ/JU

ﬁ?ggle : 13743-01 FNDFL-PLUM-061417-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG062117_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG027642.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\

Data File : BG027642.D

Aca On : 23 Jun 2017 22:31

Operator : SJ/JU

ﬁ?ggle : 13743-01 FNDFL-PLUM-061417-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG062117_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 3

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

5.64 16.27 ng 95492 1,4-Dichlorobenzene-d4 8.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 23

Abundance Scan 298 (5.639 min): BG027642.D (-291) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 T P T T
| 83.0 540 5.60 5.80 6.00
obrrr e e e el e e e || M/ 59.000 67.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 0 ko Sho sho 6ho
0
150 a0 1010 m/z 101.00 21.41%
: 83.0
0 | i . .
R IS SO SUIL UL SO SUL SO SURLL IULILS S R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
" 540 560 580 6.00
5000 410 1010 m/z 58.00 17.16%
29.0
o 15.0 730 870 117.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 540 5.60 5.80 6.00
m/z 41.00 10.83%
5000 41.0
31.0
69.0 87.0
Lo Il T T e .
miz--> A 4'0 e v saae e 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\

Data File : BG027642.D

Aca On : 23 Jun 2017 22:31

Operator : SJ/JU

ﬁ?ggle : 13743-01 FNDFL-PLUM-061417-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG062117_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 unknown8.04 Concentration Rank 1

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

8.04 109.24 ng 641053 1,4-Dichlorobenzene-d4 8.50
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 707 (8.043 min): BG027642.D (-698) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 o || g0 % | TR o R
o T S OO .- R PR | R m/z 68.00 47.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AR LA BB AR A
69.0 7.80 8.00 8.20 8.40
390 20 m/z 66.00 33.90%
H ‘ 89.0 103.0 ‘
0'WH'w““|”“W““T““w'“w'”w“'w“Hjmw'Eﬂ'“w"'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
780 8.00 8.20 8.40
5000 97.0 m/z 134.00 31.35%
70.0
31.0
. 44.0 86.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R b RARasmma s S
132.0 7.80 8.00 8.20 8.40
m/z 69.10 22 .52%
5000
150 280 390 520 830 770 900 1040 .., |
miz> 10 2 % 40 50 60 70 8 90 100 110 150 130 140 780 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062317\

Data File : BG027642.D

Aca On : 23 Jun 2017 22:31

Operator : SJ/JU

ﬁ?ggle : 13743-01 FNDFL-PLUM-061417-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG062117_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 4 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.67 2.68 ng 54158 Phenanthrene-d10 17.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 59

Abundance Scan 2516 (18.671 min): BG027642.D (-2511) (-) m/z 60.00 100.00%

60.0
5000 129.1

39 18.40 18.60 18.80 19.00
Ob il m/z 73.00 97.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
5000 129.0

18.40 18.60 18.80 19.00
m/z 43.00 85.81%

150J

O.H,H.WJ”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
18.40 18.60 18.80 19.00
5000 129.0 m/z 55.00 83.39%
83.0
157.0 1850 213.0 256.0
40/0 110.0 '
O B AN i o e o S L L L RARARRERES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0 18.40 18.60 18.80 19.00
43.0 m/z 57.10 76.60%
5000 129.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062317\

Data File : BG027642.D

Acq On : 23 Jun 2017 22:31

Operator : SJ/JU

ﬁ?ggle : 13743-01 FNDFL-PLUM-061417-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062117 .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... 5.64 16.3 ng 95492 1 8.50 117370 20.0
unknown8.04 8.04 109.2 ng 641053 1 8.50 117370 20.0
Pentadecanoic acid 18.67 2.7 ng 54158 4 17.84 404592 20.0
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