LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108654.D

Aca On : 30 Aug 2018 21:39

Operator : JU/SJ

a?ggle ; J4699-01 e
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-BF083018 .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 5.236 490 493 503 rBV 16816 29531 1.99% 0.221%
2 5.648 559 563 575 rBV 158715 557570 37.57% 4.177%
3 6.642 728 732 751 rBV 324763 1039756 70.06% 7.790%
4 6.777 751 755 780 rVB 663095 1337416 90.12% 10.020%
5 7.001 790 793 811 rVvVv 231230 475424 32.04% 3.562%
6 7.154 815 819 848 rVB 620494 957494 64.52% 7.174%
7 7.566 886 889 911 rBV 331429 763082 51.42% 5.717%
8 8.283 1007 1011 1036 rBV 382490 654544 44 _.11% 4 .904%
9 9.354 1189 1193 1207 rBvY 1160582 1404287 94.63% 10.521%
10 9.748 1256 1260 1272 rBV 47990 68810 4.64% 0.516%

11 10.042 1306 1310 1328 rBV 598809 704985 47.51% 5.282%
12 10.836 1441 1445 1458 rBV 736108 1045510 70.45% 7.833%
13 11.536 1561 1564 1586 rBV 496593 656973 44.27% 4.922%
14 12.036 1646 1649 1653 rBV3 13074 18153 1.22% 0.136%
15 13.118 1829 1833 1845 rBV 1445273 1483995 100.00% 11.118%

16 14.024 1983 1987 2001 rBv4 55779 138154 9.31% 1.035%
17 14.195 2012 2016 2026 rBV 610182 732860 49.38% 5.491%
18 14.418 2046 2054 2061 rBVS8 76479 218419 14.72% 1.636%

19 14.618 2085 2088 2094 rBvV4 23501 33205 2.24% 0.249%
20 14.936 2139 2142 2146 rVB 40763 46308 3.12% 0.347%
21 15.300 2200 2204 2210 rVB 60152 82271 5.54% 0.616%
22 15.706 2269 2273 2276 rBV2 66597 97966 6.60% 0.734%

23 15.748 2276 2280 2294 rVB 372008 602342 40.59% 4_.513%
24 16.177 2348 2353 2361 rVB 76754 126442 8.52% 0.947%
25 16.724 2442 2446 2452 rVB2 43069 71829 4._.84% 0.538%

Sum of corrected areas: 13347326
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108654.D

Aca On : 30 Aug 2018 21:39

Operator : JU/SJ

Sample : J4699-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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: BF108654.D
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Abundance TIC: BF108654.D
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Abundance TIC: BF108654.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108654.D

Aca On : 30 Aug 2018 21:39

Operator : JU/SJ

Sample : J4699-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.78 Concentration Rank 1

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

6.78 56.26 ng 1337420 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 755 (6.777 min): BF108654.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.0 }L
40.1 %.1 J 6.40 6.60 6.80 7.00 7.20
01 L B A e e m/z 68.05 42 .33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0
6.40 6.60 6.80 7.00 7.20
m/z 134.00 32.24%
0 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 27 .70%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.03%
5000
104.0
63.0
39.0 ‘ 78.0
0...,...AM.W.NN.wh.Nu.ﬁu.ﬂ,.ﬂﬂ,....,”..,..”
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108654.D

Aca On : 30 Aug 2018 21:39

Operator : JU/SJ

Sample : J4699-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Tetradecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.02 3.77 ng 138154 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 90
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 83
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 81
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 74

Abundance Scan 1986 (14.018 min): BF108654.D (-1983) (-) m/z 55.05 100.00%

5000

13.80 14.00 14.20 14.40

01 m/z 43.10 94 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152719: Tetradecy! trifluoroacetate
5310 | 83.0
5000 TT T T[T T I T [T T T T[T T TT[TT
13.80 14.00 14.20 14.40
29.0 m/z 83.05 88.56%
0 | 140.0 168.0 196.0 241.0 292.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131393: n-Nonadecanol-1
43.0 83.0
R B R ARama
13.80 14.00 14.20 14.40
5000 m/z 57.10 82.15%
111.0
o 18.0h‘“ | 139.0 1680 196.0  238.0 266.0
e RaRaREaTs o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecyl ester R B R ARama
43.0 13.80 14.00 14.20 14.40
69.0 m/z 41.10 71.24%
5000
21.0
0 153.0 181.0 224.0 250.0 297.0
1 IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108654.D

Aca On : 30 Aug 2018 21:39

Operator : JU/SJ

Sample : J4699-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknownl4.42 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.42 5.96 ng 218419 Chrysene-di12 14.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2(1H)-Naphthalenone. 5-12-(3-fur... 302 C20H3002 059742-40-4 35

2 1-Methvl-4-(1-methylethenv)-3-T... 344 C25H44 1000370-41-3 25
4-T3-(4-Fluorobenzvloxv)propvll-... 234 C13H15FN20 1000311-87-2 22

4 Cvclohexane. 1.1"-propvlidenebis- 208 C15H28 054934-91-7 22

5 Cyclohexanone, 2-(1-mercapto-1-m... 186 C10H180S 033281-91-3 16

Abundance Scan 2054 (14.418 min): BF108654.D (-2046) (-) m/z 69.10 100.00%

5000
164.1191.1,,4 1 246.2 273.1

324.2 e e
355.1 14.20 14.40 14.60 14.80

0 m/z 55.10 73.84%
m/z--> 50 100 150 200 250 300 350
Abundance #146608: 2(1H)-Naphthalenone, 5-[2-(3-furanyl)ethyl]octahy...
95.0
41.0 123.0
5000 302.0 s N M e
69.0 208.0 14.20 14.40 14.60 14.80
m/z 95.05 64 .22%
. Irﬁﬁmq| 2740 |
- T I T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #180164: 1-Methyl-4-(1-methylethenyl)-3-[1-methyl-1-(4-met...
55.0
s N M e
121.0 247.0 14.20 14.40 14.60 14.80
5000 m/z 109.10 59.64%
‘ L J
02109, 344.0
ob—— JI\J{ .Jﬂwhk‘.“;w L ] t fr30s010 L
m/z--> 50 100 150 200 250 300 350
Abundance #88904: 4-[3-(4-Fluorobenzyloxy)propyl]-1H-imidazole R B R ARama
82.0 109.0 14.20 14.40 14.60 14.80
m/z 96.10 58.60%
5000
54.0
‘ 234.0
ok .%H*NUN O — s N M e
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108654.D

Aca On : 30 Aug 2018 21:39

Operator : JU/SJ

Sample : J4699-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 5 Hexadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.30 2.73 ng 82271 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2204 (15.300 min): BF108654.D (-2200) (-) m/z 57.10 100.00%
57.1
5000 85.0
L) #0060 2071 seenzssa sin 15100 15,20 1540 15,60
O e o T m/z 71.10 63.50%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 LR L B B B
85.0 15.00 15 20 15.40 15.60
29.0 ' m/z 43.10 61.34%
o ,|J, | J 113.0141.0169.0197.0 226.0
m/z--> §o 160 150 200 2éo 360 3%0
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
15.00 15.20 15.40 15.60 |
5000 85.0 m/z 85.05 40.32%
0 Lw|hﬁwmw 183.0211.0239.0267.0296.0
m/z--> §o 100 150 260 2%0 360 3%0
Abundance #94346: Heptadecane LI L L B
57.0 15.00 15.20 15.40 15.60
m/z 55.10 22 .95%
85.0
5000
29.0
J L | | H13°141046901910 240.0
m/z--> §o 100 150 260 2éo 360 350 15.00 1520 1540 1§60 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108654.D

Aca On : 30 Aug 2018 21:39

Operator : JU/SJ

Sample : J4699-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Octacosane Concentration Rank 4

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

16.18 4.20 ng 126442 Perylene-di12 15.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosane 394 C28H58 000630-02-4 87

2 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 83

3 Heneicosane 296 C21H44 000629-94-7 83

4 10-Methvlnonadecane 282 C20H42 056862-62-5 83

5 Tritetracontane 605 C43H88 007098-21-7 80
Abundance Scan 2354 (16.183 min): BF108654.D (-2348) (-) m/z 57.10 100.00%

57.1
5000

15.80 16.00 16.20 16.40 16.60

183.1 2231 267.1

0! m/z 43.10 57.21%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LA B L L L L L LI L L L
15. 80 16. 00 16. 20 16 40 16. 60
99.0 m/z 71.10 53.63%
o 27‘r0| gy L 1410 1830 225.0 281.0  337.0 394.0
i T T T T T

m/z--> 50 100 150 200 250 300 350

Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
e R e
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.05 40.26%
97.0
R ‘ | 102210 1970531 00610
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane M ERaEEREE s
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 26 .39%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108654.D

Aca On : 30 Aug 2018 21:39

Operator : JU/SJ

Sample : J4699-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 7 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.38 ng 71829 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 70
2 Eilcosane 282 C20H42 000112-95-8 64
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 64
4 Pentacosane 352 C25H52 000629-99-2 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 2445 (16.718 min): BF108654.D (-2442) (-) m/z 57.10 100.00%
57.1
5000
90 1651165150 10470 2051 3552 16140 16,60 16180 1700
0! P m/z 71.10 61.09%
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0
5000 LR BRI BULLILS UL B
16 40 16. 60 16. 80 17.00
m/z 43.10 55.79%
27}0 R0 140 1980
ot b b e
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
16,40 16.60 16.80 17.00
5000 m/z 85.10 46.94%
99.0
27,00 | | | J ﬂ410 1830 2250 2820
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #227195: Docosane, 11-decyl- e R B RAREmEa
57.0 16.40 16.60 16.80 17.00
m/z 55.10 25.67%
5000
99.0
0 mﬂlﬂnyplmqﬂwzmo@@3mmmo
m/z--> 55 160 150 200 250 300 3%0 ' 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
Data File : BF108654.D

Acq On : 30 Aug 2018 21:39

Operator : JU/SJ

Sample - J4699-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
unknown6.78 6.78 56.3 ng 1337420 1 7.01 475424 20.0
Tetradecyl triflu... 14.02 3.8 ng 138154 5 14.19 732860 20.0
unknownl14 .42 14.42 6.0 ng 218419 5 14.19 732860 20.0
Hexadecane 15.30 2.7 ng 82271 6 15.75 602342 20.0
Octacosane 16.18 4.2 ng 126442 6 15.75 602342 20.0
Tetradecane 16.72 2.4 ng 71829 6 15.75 602342 20.0
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