LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080318\

Data File : BF107948.D

Aca On : 3 Aug 2018 20:00 Instrument :
Operator : JU/SJ BNA_F

Sample - J4318-05 ClientSampleld :
Misc - BEEBEE-SITE-DEMO-2A
ALS Vial : 15 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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 5.184 480 484 502 rBV 219487 371199 12.51% 1.517%
2 5.596 551 554 584 rBV 677882 2064405 69.58% 8.434%
3 6.601 721 725 743 rBV 800684 2128103 71.73% 8.694%
4 6.725 743 746 776 rVB 1573464 2824343 95.19% 11.539%
5 6.954 782 785 807 rVB 263095 675232 22.76% 2.759%
6 7.101 807 810 834 rBVY 1347180 2028034 68.36% 8.286%
7 7.519 878 881 905 rBV 534557 1471241 49.59% 6.011%
8 8.236 999 1003 1021 rBV 451299 902684 30.43% 3.688%
9 9.301 1181 1184 1212 rBV 2057588 2966913 100.00% 12.121%
10 9.701 1247 1252 1260 rBV 92418 137434 4.63% 0.561%

11 9.989 1297 1301 1313 rBV 777889 945878 31.88% 3.864%
12 10.789 1433 1437 1463 rBV 903181 1679578 56.61% 6.862%
13 11.489 1552 1556 1568 rBV 532760 933652 31.47% 3.814%
14 11.995 1638 1642 1646 rBV 415068 464568 15.66% 1.898%
15 12.542 1732 1735 1738 rBV2 33997 34879 1.18% 0.143%

16 12.707 1760 1763 1772 rBV 134987 219643 7.40% 0.897%
17 12.777 1772 1775 1782 rVV2 123414 158766 5.35% 0.649%
18 12.919 1796 1799 1800 rBV2 32304 35425 1.19% 0.145%
19 12.942 1800 1803 1808 rVB 102397 148470 5.00% 0.607%
20 13.071 1821 1825 1836 rBV 1753385 2246607 75.72% 9.179%

21 13.948 1971 1974 1979 rVB2 119991 150018 5.06% 0.613%
22 14.083 1995 1997 2001 rBV 46217 41962 1.41% 0.171%

23 14.142 2003 2007 2020 rBV 622080 1022546 34.46% 4.178%
24 15.671 2263 2267 2282 rVB 431698 824904 27.80% 3.370%

Sum of corrected areas: 24476484
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080318\

Data File : BF107948.D

Aca On : 3 Aug 2018 20:00

Operator : JU/SJ

ﬁ?ggle : J4318-05 BEEBEE-SITE-DEMO-2A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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: BF107948.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107948.D

Aca On : 3 Aug 2018 20:00

Operator : Ju/SJ

ﬁ?ggle : J4318-05 BEEBEE-SITE-DEMO-2A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 10.99 ng 371199 1,4-Dichlorobenzene-d4 6.95
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 483 (5.178 min): BF107948.D (-480) (-) m/z 43.00 100.00%

43.0
59.0
5000

| mo +h0 50 S50 540 5ko
o m/z 59.00 66.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 5.60

m/z 58.00 17.02%

15.0 101.0
31.0
0 el . 83.0 .
e L L e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
L e e o
570 4.80 500 520 5.40 560
5000 m/z 101.00 16.16%
20.0 101.0
e Al 730 830
o NN MMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.60%
5000 41.0
31.0
69.0 87.0
15.0 M L1500 ‘ 9.0
2L MMM 4 MM e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107948.D

Aca On : 3 Aug 2018 20:00

Operator : Ju/SJ

ﬁ?ggle : J4318-05 BEEBEE-SITE-DEMO-2A
ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 unknown6.72 Concentration Rank 1

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

6.72 83.66 ng 2824340 1,4-Dichlorobenzene-d4 6.95
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.719 min): BF107948.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.0 }L
400 540 ‘I o %I'O 6.40 660 680 7.00
o) NN 11| TN MRS M PP MRS ST MERURN || MM m/z 68.00 44.31%
m/z--> 10 20 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 T T
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.41%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 680 7.00
5000 67.0 m/z 66.00 30.04%
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0|||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||"llllll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.00 16.21%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107948.D

Aca On : 3 Aug 2018 20:00

Operator : Ju/SJ

ﬁ?ggle : J4318-05 BEEBEE-SITE-DEMO-2A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.00 9.95 ng 464568 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1643 (12.001 min): BF107948.D (-1638) (-) m/z 59.95 100.00%
6d.0
5000 60 129.1 JL
1711 213.2 R R DR SRR B
10. 51 92.1 256.2 11.60 11.80 12.00 12.20 12.40
(o} ; m/z 73.00 99.70%
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
73.0
5000 129.0 R e A RABRA R
nmnmnmnmnm
m/z 43.00 91.51%
0150
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
11/60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 79.16%
83.0
157.0 1850 213.0 256.0
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR ma e T
43.0 | 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 78.18%
5000 129.0 vwﬁﬂﬁAJuv~J-Axwwmvvw*¢”-m
0l15.0 |
.”,”.w.” e A e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107948.D

Aca On : 3 Aug 2018 20:00

Operator : Ju/SJ

ﬁ?ggle : J4318-05 BEEBEE-SITE-DEMO-2A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.78 3.40 ng 158766 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Octadecanoic acid 284 C18H3602 000057-11-4 64

Abundance Scan 1775 (12.777 min): BF107948.D (-1772) (-) m/z 72.95 100.00%

43 73.0

5000

12.40 12.60 12.80 13.00

01 m/z 43.00 99 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T LANLINLL B L B L B L L B

12.40 12.60 12.80 13.00
256.0 m/z 59.95  99.14%

157.0 1g50 213.0

J‘“ 83.0
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43.0 73.0

12.40 12.60 12.80 13.00
5000 m/z 57.00 97.12%

129.0 242.0
97.0 199.0
N

Ottt

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R ma e AR

73.0 12.40 12.60 12.80 13.00

43.0 m/z 55.00 92.43%
5000 129.0
185.0 228.0
AL o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080318\

Data File : BF107948.D

Aca On : 3 Aug 2018 20:00

Operator : Ju/SJ

ﬁ?ggle : J4318-05 BEEBEE-SITE-DEMO-2A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 6 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.93 ng 150018 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 1-Nonadecene 266 C19H38 018435-45-5 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87

Abundance Scan 1974 (13.948 min): BF107948.D (-1971) (-) m/z 57.00 100.00%

57.0

3

5000

13.60 13.80 14.00 14.20
m/z 43.00 78.00%

140.1164.1 197.9

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81246: Cyclohexadecane

53.0 83.0

o

i

5000

13.I60 13.I80 14.IOO 14.I20
m/z 55.05  76.45%k

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 W
Abundance #115904: 1-Nonadecene
57.0 83.0
A Ba T o
13.60 13.80 14.00 14.20
5000 m/z 83.05 65.75%
29.0
139.0 266.0
o 167.0 196.0 238.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane A Ba T o
57.0 13.60 13.80 14.00 14.20
m/z 69.05 64 .58%
97.0
5000
29.0 125.0
0 Ll 154.0  196.0 224.0 269.0 320.0
RRRALE Lo A Ba T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF080318\

Data File : BF107948.D

Acg On : 3 Aug 2018 20:00

Operator : JU/SJ

a?ggle - J4318-05 BEEBEE-SITE-DEMO-2A
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.18 11.0 ng 371199 1 6.95 675232 20.0
unknown6 .72 6.72 83.7 ng 2824340 1 6.95 675232 20.0
Tridecanoic acid 12.00 9.9 ng 464568 4 11.49 933652 20.0
n-Hexadecanoic acid 12.78 3.4 ng 158766 4 11.49 933652 20.0
Cyclohexadecane 13.95 2.9 ng 150018 5 14.14 1022550 20.0
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