LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109741.D

Aca On : 10 Oct 2018 14:41

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 5 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-BF100818 .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 4.904 475 479 489 rBV 47032 75706 2.58% 0.334%
2 5.316 545 549 578 rBY 1690814 2013065 68.73% 8.871%
3 6.345 720 724 741 rBVY 1721642 2272410 77.58% 10.014%
4 6.469 741 745 770 rVB 2156429 2362328 80.65% 10.410%
5 6.698 780 784 794 rBV 268465 394498 13.47% 1.738%
6 6.851 806 810 837 rVB 1653784 1681872 57.42% 7.412%
7 7.257 875 879 914 rBVY 1086066 1517219 51.80% 6.686%
8 7.975 997 1001 1027 rBV 430234 576164 19.67% 2.539%
9 9.051 1179 1184 1223 rBvV 2381263 2676881 91.39% 11.796%
10 9.445 1247 1251 1262 rBV 169802 193720 6.61% 0.854%

11 9.722 1294 1298 1310 rBV 674034 677858 23.14% 2.987%
12 10.510 1428 1432 1451 rBV 1585089 1876119 64.05% 8.268%
13 11.198 1546 1549 1573 rBV 566663 799106 27.28% 3.522%

14 11.739 1638 1641 1651 rBV2 59549 87760 3.00% 0.387%
15 12.410 1751 1755 1769 rBV 65734 94965 3.24% 0.418%
16 12.633 1787 1793 1797 rBV 64114 83959 2.87% 0.370%

17 12.786 1814 1819 1835 rBV 2542301 2929047 100.00% 12.908%
18 13.686 1968 1972 1987 rBV 116488 203240 6.94% 0.896%
19 13.827 1990 1996 2009 rBV 701622 875705 29.90% 3.859%

20 13.998 2022 2025 2031 rBV 51407 50078 1.71% 0.221%
21 14.304 2074 2077 2080 rBV 63236 59829 2.04% 0.264%
22 14.598 2123 2127 2133 rVB 68990 67806 2.31% 0.299%
23 14.839 2163 2168 2170 rBV 30106 44835 1.53% 0.198%
24 14.904 2175 2179 2183 rVB 86168 88294 3.01% 0.389%
25 15.168 2220 2224 2229 rBV 20364 30713 1.05% 0.135%

26 15.227 2229 2234 2252 rVB 420891 721625 24.64% 3.180%
27 15.645 2300 2305 2311 rBV 76612 108303 3.70% 0.477%

28 16.104 2377 2383 2391 rBV 47790 82633 2.82% 0.364%
29 16.639 2469 2474 2480 rVB2 24275 46445 1.59% 0.205%
Sum of corrected areas: 22692183
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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\HPCHEMI\BNA F\DATA\BF101018\

BF109741.D

10 Oct 2018 14:41

JussJ

J5326-17

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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\BF101018\
Data File : BF109741.D

Aca On : 10 Oct 2018 14:41

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 4

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

4.90 3.84 ng 75706 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-0Octanol 130 C8H180 000589-98-0 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 478 (4.898 min): BF109741.D (-475) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 TR e T T
| 83.0 460 4.80 5.00 5.20
ok e e e e ey m/z 59.00 58.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR R LR I AR
460 4.80 5.00 5.20
59.0 m/z 101.10 20.10%
0 270 || s0 20990 ™%°
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 14 .39%
20.0 101.0
0 150 | Il 730 830
R I UL IR IULLIL JURELS SULILLN SRR S IR B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol
54.0 460 4.80 5.00 5.20
m/z 41.10 9.55%
5000 41.0 83.0
31.0
101.0
‘ ‘ ‘ ‘ \‘M ‘M il 69.0 Il 112'0 h
e e I R RS I UL RS I AR ASS RAARS AR ISR SR L S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109741.D

Aca On : 10 Oct 2018 14:41

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 119.76 ng 2362330 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. 1-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.469 min): BF109741.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 &40 ‘ o0 %1 5o ‘ 6.20 6.40 6.60 6.80
1 A e e | i | N m/z 68.05 43.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 ‘v—v—v—v—y—v—v—ﬁ—y—v—L—y—v—v—v—v—rﬂ—v—v
6.20 6.40 6.60 6.80
33.0 44.0 105.0 m/z 134.00 33.23%
. , ° |, 86.0 .
e R R A AR AR AL RAARA RRRLA RRRAS RARSS AARSS LARAS RARAE BA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
117.0 6.20 6.40 6.60 6.80
5000 m/z 66.00 28.07%
39.0 910
o %0 %0 momo | amo || |
(o) E— |||‘| N ||||‘|‘||| |l|| SV PR M- I\I\” SO 1 T PT || R—
0 0 0 0 N S S AR
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.10 17.65%
5000
91.0
oL 150 270 390 510 &0 770 w050 | |
mz> 10 2 30 40 50 60 70 8 90 100 110 130 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109741.D

Aca On : 10 Oct 2018 14:41

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.74 2.20 ng 87760 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 20
Abundance Scan 1641 (11.739 min): BF109741.D (-1638) (-) m/z 73.00 100.00%
43.0 73.0
5000 129.1
97.1
213.2 L o e o e
157.0 1851 256.2 11.40 11.60 11.80 12.00
(o} m/z 43.05 88.49Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
v’JJ‘LJJ

5000 1290 T LANLINLIL L B L L  BLLL |
83.0 1140 11. 60 1180 12.00
- 0
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  85.42%
[0} -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 73.0

1140 11160 1180 1200 "
5000 129.0 m/z 57.05 72 .54%
: . MMMM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43.0 73.0 11.40 11.60 11.80 12.00
m/z 41.05 72.52%
5000 129.0
15.0 . ' nprn I tnea)
o R EE R RS e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109741.D

Aca On : 10 Oct 2018 14:41

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Docosyl pentafluoropropionate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.69 4.64 ng 203240 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 83
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 83
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 81
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 76

Abundance Scan 1973 (13.692 min): BF109741.D (-1968) (-) m/z 57.05 100.00%
57.0
7.1
5000
391 230.0 13.40 13.60 13.80 14.00
o I m/z 43.00 81.64%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57.0
97.0
5000 L B BN UL B
1340 13.60 13.80 14.00
m/z 71.10 69.77%
ol 3??181022402640 308.0 353.0 454.0
m/z-> 0 50 160 150 200 250 360 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.00 68.79%
N ’ l]‘t3?0181022202640306034803920 437.0 488.0
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #109268: Ethanol, 2-(tetradecyloxy)- L S L e
57.0 13.40 13.60 13.80 14.00
m/z 83.05 65.86%
5000 7.0
189 | || ’ [3000 1980 pep
L . —
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109741.D

Aca On : 10 Oct 2018 14:41

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .90 2.45 ng 88294 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2178 (14.898 min): BF109741.D (-2175) (-) m/z 57.05 100.00%
57.0
5000
| e 1460 14180 1500 15,20
155.1 282.1 . . . .
ol .J.1l|, I e L e e m/z 71.05 72.92%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 L UL UL B SR

14.60 14.80 15.00 15.20
m/z 43.05  67.74%

99.0
o 27I}0J Ly L 141 0 1830 225.0 2680
e I e i T LA L o e e e e |
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
T
14.60 14.80 15.00 15.20
5000 m/z 85.05 51.49%
99.0
2nof | | | J L 1410 1830 2250 26602960
el e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 14.60 14.80 15.00 15.20
m/z 55.00 26.48%
5000
99.0
oL 270 L 1410 1830 2250 267.0 309.0 3650
B B ML I e i o S I e B T B ot e e e R A
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109741.D

Aca On : 10 Oct 2018 14:41

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.64 3.00 ng 108303 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 2304 (15.639 min): BF109741.D (-2300) (-) m/z 57.10 100.00%
57.1
5000
| W 1540 1550 16,80 16,00
411 193.0 : : : :
o...-.,-..||'l Gl el m/z 71.10  77.80%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 RIS DU BN SR
15.40 15.60 15.80 16.00
99.0 m/z 43.10 67.10%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #215181: 2-methyloctacosane
57.0
" 1540 15.60 15.80 16.00
5000 m/z 85.10 65.48%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3éo '
Abundance #194493: Hexacosane
57.0 15.40 15.60 15.80 16.00
m/z 41.05 23.97%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3éo ' 15%0 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109741.D

Aca On : 10 Oct 2018 14:41

Operator : JU/SJ

Sample : J5326-17

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 8 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.29 ng 82633 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 2-methvltetracosane 352 C25H52 1000376-72-6 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2382 (16.098 min): BF109741.D (-2377) (-) m/z 57.05 100.00%
57.0
o Lj\m
99.1 R AU BN B
l Jl 1510 5080 281.1 15.80 16.00 16.20 16.40
ok gy e | m/z 71.10 78.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 R SR RN TR B
15.80 16.00 16.20 16.40
m/z 85.10 62.18%
o159, ll | 1410 183.0 2250 267.0 309.0 3800
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #223852: Hentriacontane
57.0
15.80 16.00 16.20 16.40
5000 m/z 43.05 57 .40%
99.0
0 J | || 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #215181: 2-methyloctacosane e
57.0 15.80 16.00 16.20 16.40
m/z 69.05 22 .28%
5000
99.0
ol ] | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 55 100 150 200 250 300 350 400 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101018\
Data File : BF109741.D

Acq On : 10 Oct 2018 14:41

Operator : JU/SJ

Sample - J5326-17

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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]
2-Pentanone, 4-hy... 4 .90 3.8 ng 75706 1 6.70 394498 20.0
unknown6 .47 6.47 119.8 ng 2362330 1 6.70 394498 20.0
n-Hexadecanoic acid 11.74 2.2 ng 87760 4 11.20 799106 20.0
Docosyl pentafluo... 13.69 4.6 ng 203240 5 13.83 875705 20.0
Nonadecane 14.90 2.5 ng 88294 6 15.23 721625 20.0
Heneicosane 15.64 3.0 ng 108303 6 15.23 721625 20.0
Heptacosane 16.10 2.3 ng 82633 6 15.23 721625 20.0
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