LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102744.D

Aca On : 5 Feb 2018 18:06

Operator : SJ/JU

Sample = J1453-05

Misc :

ALS Vial : 19 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-BF020318.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 2.199 9 19 26 rvB 640197 857042 14.74% 1.746%
2 5.128 514 517 526 rVB 156407 212507 3.65% 0.433%
3 5.504 575 581 584 rBVY 5367927 5815256 100.00% 11.848%
4 6.510 745 752 759 rBVY 4906206 5764838 99.13% 11.745%
5 6.651 771 776 779 rBVY 5283030 5658999 97.31% 11.530%
6 6.881 811 815 818 rBVY 1618956 1265750 21.77% 2.579%
7 7.039 837 842 845 rVB 4633575 4309312 74.10% 8.780%
8 7.445 905 911 914 rBVY 3595826 3714443 63.87% 7.568%
9 8.163 1029 1033 1036 rBvV 2049305 1701073 29.25% 3.466%
10 9.239 1210 1216 1219 rBvV 5803009 5609819 96.47% 11.429%

11 9.627 1278 1282 1285 rBV 895419 670487 11.53% 1.366%
12 9.816 1310 1314 1323 rVB 82760 142707 2.45% 0.291%
13 9.916 1327 1331 1335 rBV 1863866 1753043 30.15% 3.572%
14 10.633 1449 1453 1456 rBV 151824 139652 2.40% 0.285%
15 10.710 1460 1466 1469 rBV 3107604 3097558 53.27% 6.311%

16 11.404 1580 1584 1587 rBV 1737154 1457919 25.07% 2.970%
17 11.921 1669 1672 1680 rBV 358958 404645 6.96% 0.824%

18 12.615 1787 1790 1795 rBV 59488 80289 1.38% 0.164%
19 12.710 1802 1806 1815 rBV 114840 143500 2.47% 0.292%
20 12.880 1832 1835 1841 rVB 115319 96090 1.65% 0.196%

21 12.992 1849 1854 1857 rBV 4028432 3778234 64.97% 7.698%
22 13.463 1929 1934 1938 rVB3 52753 77832 1.34% 0.159%
23 13.874 2001 2004 2011 rBV 206813 202173 3.48% 0.412%
24 14.039 2028 2032 2036 rBV 1170149 1051397 18.08% 2.142%
25 15.521 2278 2284 2294 rVB 735007 988018 16.99% 2.013%

26 17.598 2634 2637 2644 rVBS8 46919 90012 1.55% 0.183%

Sum of corrected areas: 49082595
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

U:\HPCHEMI\BNA F\DATA\BF020518\

BF102744.D

5 Feb 2018 18:06

SJ/JuU

J1453-05

19 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102744.D

Aca On : 5 Feb 2018 18:06

Operator : SJ/JU

Sample = J1453-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.20 13.54 ng 857042 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 19 (2.199 min): BF102744.D (-9) (-) m/z 73.00 100.00%
73.0
5000 43.0 j\
55.0
87.1 L —
| 2.20 2.30 2.40 2.50 2.60
O e bbb e | Mz 43.00 46 46%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 33.64%
29.0 ‘
0 | AN L1,
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
40 g 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 25.36%
29.0
15.0 97.0
e S S L S S L S S LI S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73.0 2.20 2.30 2.40 2.50 2.60
m/z 40.95 15.18%
5000 43.0
58.0
29.0 870
0 'w'"'|"m““"'|**“|""|""w*"|""w"'|"' AR AR UL IR AN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102744.D

Aca On : 5 Feb 2018 18:06

Operator : SJ/JU

Sample = J1453-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.13 3.36 ng 212507 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 517 (5.128 min): BF102744.D (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 480 5.00 5.20 5.40
Orrr e e b e e e m/z 58.95 58.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L IS UL UL L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 18.59%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 m/z 58.00 17.96%
41.0
29.0 101.0
ol 73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A e e R RRARE
54.0 480 5.00 5.20 5.40
m/z 41.00 8.24%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102744.D

Aca On : 5 Feb 2018 18:06

Operator : SJ/JU

Sample = J1453-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 3 unknown6.65 Concentration Rank 1

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

6.65 89.42 ng 5659000 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 776 (6.651 min): BF102744.D (-771) (-) m/z 131.95 100.00%
1319
5000 68.0
200 ®0 J "k 5k 0By 7o
0! T e e S m/z 68.00 40.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 S AR AR RS AN
6.40 6.60 6.80 7.00
104.0 m/z 134.00 32.90%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "k 5ho 5k 760
5000 ogo 1160 m/z 65.95 28.13%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T T
132.0 6.40 6.60 6.80 7.00
m/z 68.95 16.40%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
0'"I'h"f'w“lm"mﬁ'fhlw"MI'P‘W""I""P"' IR S R R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102744.D

Aca On : 5 Feb 2018 18:06

Operator : SJ/JU

Sample = J1453-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.55 ng 404645 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1672 (11.921 min): BF102744.D (-1669) (-) m/z 43.00 100.00%
43.0 | 73.0
5000
129.0
970 2132 TrTyrrTTyTTTT T T T T T T T
157.1 1851 256.2 11.60 11.80 12.00 12.20
" m/z 59.95 98.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 R B SULRSR U DU
11. 60 11. 80 12. 00 12 20
97.0 m/z 73.00 96.65%
‘ 157.0 185.0
0 Illll‘l“‘i‘\‘”ﬂlull
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 87.06%
171.0
97.0 214.0
0 }ﬁﬁx'"I'"'I'"'I""I""I""}ﬁp'q REBEDREEE SURAS BRARE AR SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid AR e R RR
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 55.00 77 .45%
5000
0...|.l..‘|‘.‘..”.‘. R A
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 : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102744.D

Aca On : 5 Feb 2018 18:06

Operator : SJ/JU

Sample = J1453-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.85 ng 202173 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 2003 (13.868 min): BF102744.D (-2001) (-) m/z 57.00 100.00%
57.0
83.0
5000
SR AR SUNIUE SR B
139.0 177.1207.0 13.60 13.80 14.00 14.20
| S— 2818 m/z 55.00 95.48%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000 SR AR SUNRIUE SR SR
29.0 13.60 13.80 14.00 14.20
. 0
195.0 m/z 43.00 87.20%
ol— ‘.‘ ‘.‘ I .‘H‘ ; \H\I ﬂ .“‘. \|15|‘3|0:||'8I19 B B e e |3O8|0| — ,
m/z--> 50 100 150 200 250 300 350
Abundance
41,0
83.0 '13.60 13.80 14.00 14.20
5000 m/z 83.05 73.76%
111.0
o 139.0 168.0 266.0
m/z--> o '55' B 160" "150" "260" "250" "300" "350
Abundance #194196: Octadecyl trifluoroacetate R LA o o o S et
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.00 64.52%
5000
9.0 125.0
0 1‘ i | \\ JL J\\ \I15.4'0182'0 224'0252'0 2970 348.0
m/z--> 5'0 1(')0 1&'10 2(')0 250 3(')0 35'30 13.|60 13.|80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
Data File : BF102744.D

Acq On : 5 Feb 2018 18:06

Operator : SJ/JU

Sample - J1453-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.20 13.5 ng 857042 1 6.88 1265750 20.0
2-Pentanone, 4-hy... 5.13 3.4 ng 212507 1 6.88 1265750 20.0
unknown6 .65 6.65 89.4 ng 5659000 1 6.88 1265750 20.0
n-Hexadecanoic acid 11.92 5.5 ng 404645 4 11.40 1457920 20.0
1-Docosene 13.87 3.9 ng 202173 5 14.04 1051400 20.0
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