LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108657.D

Aca On : 30 Aug 2018 23:00

Operator : JU/SJ

Sample : J4699-04

Misc :

ALS Vial : 18 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

5.237 490 493 500 rBvV 19555 33245 2.02% 0.228%
5.642 559 562 588 rBv2 197054 922164 56.01% 6.329%
rBv 395669 1218117 73.99% 8.361%
6.772 751 754 788 rvV 820262 1646369 100.00% 11.300%
7.001 790 793 809 rvv 212777 451911 27.45% 3.102%
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7.154 815 819 846 rVB 714104 1102024 66.94% 7.564%
7.566 885 889 919 rBV 392143 923705 56.11% 6.340%
rBv 367429 629602 38.24% 4.321%
9.225 1166 1171 1178 rBV3 10914 23028 1.40% 0.158%
9.354 1189 1193 1207 rVV 1248137 1558623 94.67% 10.698%
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11 9.454 1207 1210 1225 rVB 103197 133242 8.09% 0.915%
12 9.748 1256 1260 1271 rBV 103227 143270 8.70% 0.983%
13 10.042 1306 1310 1330 rBV 543424 665966 40.45% 4._.571%
14 10.836 1442 1445 1457 rBV 604371 892163 54.19% 6.123%
15 11.542 1561 1565 1580 rBV 430199 621913 37.77% 4._.269%

16 13.118 1829 1833 1850 rVB 1539309 1511471 91.81% 10.374%

17 13.660 1922 1925 1928 rBV 22243 23297 1.42% 0.160%
18 13.989 1979 1981 1983 rBV 26600 23173 1.41% 0.159%
19 14.024 1983 1987 1997 rVB2 44306 95091 5.78% 0.653%
20 14.189 2011 2015 2025 rBV 607010 746289 45.33% 5.122%
21 14.307 2032 2035 2039 rBV2 36242 32118 1.95% 0.220%
22 14.612 2084 2087 2093 rBV 53517 57443 3.49% 0.394%
23 14.936 2139 2142 2148 rVB 63755 72759 4.42% 0.499%
24 15.101 2167 2170 2173 rVB3 16525 18061 1.10% 0.124%

25 15.295 2200 2203 2211 rVB 87574 111583 6.78% 0.766%

26 15.707 2269 2273 2276 rBV 64121 81189 4._.93% 0.557%
27 15.748 2276 2280 2289 rVB 378198 568716 34.54% 3.903%
28 16.171 2348 2352 2358 rVB 79252 123902 7.53% 0.850%

29 16.718 2441 2445 2456 rBV2 48421 83979 5.10% 0.576%
30 17.365 2552 2555 2561 rVB5 28692 55330 3.36% 0.380%
Sum of corrected areas: 14569743
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\
BF108657.D

30 Aug 2018 23:00

JussJ

J4699-04

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108657.D

Aca On : 30 Aug 2018 23:00

Operator : JU/SJ

Sample = J4699-04

Misc :

ALS Vial : 18 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 unknown6.77 Concentration Rank 1

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

6.77 72.86 ng 1646370 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (6.772 min): BF108657.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.0
©1 sa0 || o0 M o1 b0 60 760 720
Obr e el b el 80 L 3960 Wl "m/z 68.05  44.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AN SRR
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 31.84%
0 L, 500 T go0 1150
JUNERIUNEERS LR IS SURLE IR UL SRS S B B SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 30.25%
92.0
65.0
oo %0 so B0 7o | 1080, |
s % % 4'0 AN 8'0 90 100 11'0 1k o 1k
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-

132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.11%

117.0
5000
90 510 e 91.0
0 27\0 ‘ L 1l 77\0 10\50 “\ u‘

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 680 7.00 7.20

8270-BF083018.M Fri Aug 31 12:52:33 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108657.D

Aca On : 30 Aug 2018 23:00

Operator : JU/SJ

Sample = J4699-04

Misc :

ALS Vial : 18 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4

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

9.45 4.00 ng 133242 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Acetaminophen 151 C8HONO2 000103-90-2 58
3 Metacetamol 151 C8HONO2 000621-42-1 58
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 53
5 (-)-10-Camphorsulfonyl chloride 250 C10H15CI03S 039262-22-1 45

Abundance Scan 1209 (9.448 min): BF108657.D (-1207) (-) m/z 43.00 100.00%
43.0
109.1
5000
151.1
69.0 85.0 9.20 9.40 9.60 9.80
0 ...,....',|~.'.~.-'.|-, bl gt by (1331 L1600 ' “n/z 109.05  59.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ""l"'AW" T
9.20 9.40 9.60 9.80
69.0 g5 0 m/z 151.10 34.78%
N .|| . '-"-l". Al ,..||.,| VTR il Illsf’f 1920 211.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen
109.0
920 9.40 960 9.80
5000 151.0 m/z 41.10 20.51%
43.0 80.0
o 2710 | 630 | I 1350 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0 9.20 9.40 9.60 9.80

m/z 69.00 12._.10%

5000 151.0

43.0
80.0
27.0 ‘ (630 ] 1350 |

O T o LI A e o  LEL e o e T

I
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108657.D

Aca On : 30 Aug 2018 23:00

Operator : JU/SJ

Sample = J4699-04

Misc :

ALS Vial : 18 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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.02 2.55 ng 95091 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 86
2 n-Nonadecanol-1 284 C19H400 001454-84-8 80
3 n-Pentadecanol 228 C15H320 000629-76-5 70
4 1H-Imidazole. 4.5-dihvdro-2-(1-m... 112 C6H12N2 040029-86-5 64
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 64
Abundance Scan 1986 (14.018 min): BF108657.D (-1983) (-) m/z 55.10 100.00%
1
83.0
5000
139.0 163.0 1380 14.00 14.20 14.40
o m/z 43.10 79.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
54.0
83.0
5000 L DU SRR UL
13.80 14.00 14.20 14.40
29.0 m/z 83.05 76.81%
o A 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
54.0 83.0
1380 14.00 14.20 14.40
5000 m/z 69.10 75.29%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84606: n-Pentadecanol R B A ma
41.0 83.0 13.80 14.00 14.20 14.40
m/z 57.10 67.10%
5000
0 18.0 139.0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF108657.D

Aca On : 30 Aug 2018 23:00

Operator : JU/SJ

Sample = J4699-04

Misc :

ALS Vial : 18 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 5 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.29 3.92 ng 111583 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octadecane 254 C18H38 000593-45-3 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2202 (15.289 min): BF108657.D (-2200) (-) m/z 57.10 100.00%
57.1
5000
113.1 151.1 197.1 252.1 282.0 15.00 15.20 15.40 15.60
okl : m/z 43.10 66 .54%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LI B SUMIL LR B
8.0 15.00 15.20 15.40 15.60
m/z 71.10 59.24%
ol l.|f{?0141016901970 2390 567.0294.0 323.0 352.0
I U PR Tt |"" Y SR B
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 43.43%
29.0
oL [ Ly ) [P01410160.0107.0 2250 254.0
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane LS B o A B
57.0 15.00 15.20 15.40 15.60
m/z 55.05 29.08%
5000 85.0
113.0
o229 [ i [T #0169.0  211.0239.0267.0295.0 323.0 352.0
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108657.D

Aca On : 30 Aug 2018 23:00

Operator : JU/SJ

Sample = J4699-04

Misc :

ALS Vial : 18 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 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.17 4_.36 ng 123902 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2352 (16.171 min): BF108657.D (-2348) (-) m/z 57.10 100.00%
57.1
5000 m
lm 2071 sgas 15180 16,00 1620 1640
LT ¥ O e m/z 43.10 69.01%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57.0
5000 A UL UG B B

15. 80 16. OO 16. 20 16.40

m/z 71.10 62.10%
13.0
ol , ,169.0 2250  309.0 365.0 436.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
B RE e e REREE R
15.80 16.00 16.20 16.40
5000 m/z 85.10 45.97%
130
O ,169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl- N B R
7.0 15.80 16.00 16.20 16.40
m/z 55.05 25.92%
5000

13.0
169.0 239 9 294.0 352.0

e M — SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. OO 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108657.D

Aca On : 30 Aug 2018 23:00

Operator : JU/SJ

Sample = J4699-04

Misc :

ALS Vial : 18 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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.95 ng 83979 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Octacosane 394 C28H58 000630-02-4 80
3 Hexacosane 366 C26H54 000630-01-3 74
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 74
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2445 (16.718 min): BF108657.D (-2441) (-) m/z 57.10 100.00%
57.1
AU AR SRR
183.1 16.40 16.60 16.80 17.00
0 Qi 2H0 2830 3551 m/z 43.10 71.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 AU B R
16.40 16.60 16.80 17.00
99.0 m/z 71.10 64 .03%
ol |y | 4 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> §o 160 1éo 260 2éo 360 3éo 460 !
Abundance #209566: Octacosane
57.0
16.40 16,60 16.80 17.00
5000 m/z 85.10 44 . 35%
99.0
o2zl 1§y 1410 183.0 2250 2810 337.0  394.0
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #194494: Hexacosane L L L N N N BB |
57.0 16.40 16.60 16.80 17.00
m/z 55.05 21.85%
e Mww
9.0
oLyl Ly ) 1410 1830 2250 2670 3090 3660
m/z--> §o 160 1éo 260 250 360 3éo 460 ! 1&40 16%0 1&80 Ifoo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
Data File : BF108657.D

Acq On : 30 Aug 2018 23:00

Operator : JU/SJ

Sample : J4699-04

Misc :

ALS Vial : 18 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]
unknown6.77 6.77 72.9 ng 1646370 1 7.00 451911 20.0
2,4,7,9-Tetrameth. .. 9.45 4.0 ng 133242 3 10.04 665966 20.0
5-Eicosene, (E)- 14.02 2.5 ng 95091 5 14.19 746289 20.0
Heptadecane, 9-oc... 15.29 3.9 ng 111583 6 15.75 568716 20.0
Hentriacontane 16.17 4.4 ng 123902 6 15.75 568716 20.0
Octacosane 16.72 3.0 ng 83979 6 15.75 568716 20.0
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