LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100818\
Data File : BF109666.D

Aca On : 8 Oct 2018 23:49

Operator : JU/SJ

Sample : J5294-01

Misc :

ALS Vial : 17 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 4.922 479 482 497 rBV 62710 116993 3.61% 0.456%
2 5.328 547 551 583 rBY 2180564 2915517 90.02% 11.357%
3 6.357 721 726 741 rBVY 2176388 3102779 95.80% 12.087%
4 6.475 741 746 770 rVB 2769765 3238911 100.00% 12.617%
5 6.698 781 784 806 rVB 479538 658662 20.34% 2.566%

6.851 806 810 840 rvB 2161936 2426107 74.91% 9.451%
7.263 875 880 908 rBV 1614698 2058936 63.57% 8.021%
7.975 998 1001 1024 rBV 584783 798192 24 .64% 3.109%
3003073 3212920 99.20% 12.516%
9.445 1247 1251 1262 rBV 118995 133820 4._.13% 0.521%
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11 9.722 1294 1298 1316 rBV 793188 788700 24.35% 3.072%
12 10.510 1428 1432 1449 rBV 1454651 1727937 53.35% 6.731%
13 11.204 1546 1550 1560 rBV 554844 685560 21.17% 2.671%
14 12.633 1784 1793 1796 rBV2 29308 36411 1.12% 0.142%
15 12.780 1814 1818 1828 rBV 2235847 2139754 66.06% 8.335%

16 13.686 1968 1972 1987 rBV3 101841 177152 5.47% 0.690%
17 13.827 1991 1996 2008 rVvVv 573453 644673 19.90% 2.511%

18 14.298 2073 2076 2081 rBvV 37560 37085 1.14% 0.144%
19 14.592 2123 2126 2133 rBvV 50393 47040 1.45% 0.183%
20 14.904 2175 2179 2182 rBV 50258 48711 1.50% 0.190%
21 15.221 2229 2233 2237 rBV 397214 515403 15.91% 2.008%
22 15.645 2300 2305 2310 rBV2 46999 65141 2.01% 0.254%
23 16.104 2378 2383 2387 rBV3 35051 59948 1.85% 0.234%
24 16.633 2469 2473 2480 rVB3 17641 34222 1.06% 0.133%
Sum of corrected areas: 25670574
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109666.D

Aca On : 8 Oct 2018 23:49

Operator : JU/SJ

Sample : J5294-01

Misc :

ALS Vial : 17 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

A%‘H@é‘@& TIC: BF109666.D
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A%‘H@é‘@& TIC: BF109666.D
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A%‘H@é‘@& TIC: BF109666.D
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1430 1459 14.90 15.64  16.10 16.63

Time--> 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109666.D

Aca On : 8 Oct 2018 23:49

Operator : JU/SJ

Sample : J5294-01

Misc :

ALS Vial : 17 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.

4.92 3.55 ng 116993 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 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Propvlamine 59 C3HSN 000107-10-8 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 482 (4.922 min): BF109666.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 450 480 500 520
83.0 : - : :
o...,....,....,....'i".:.?,l'.o.':l,....,....,.~...,...:,|....,. m/z 59.00 56.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T
59.0 460 480 500 520
m/z 101.00 21.12%
3L0 | 830 o3,01010
O o T e B e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 5.00 520
5000 m/z 58.00 15.50%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one LA L L B N |
43.0 4.60 4.80 5.00 5.20
m/z 41.00 10.17%
5000
27.0 55.0
Lo | 10 830 980
S U UL I SRS UL IR UL SULIL LS WL ISR SRR LR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109666.D

Aca On : 8 Oct 2018 23:49

Operator : JU/SJ

Sample : J5294-01

Misc :

ALS Vial : 17 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 98.35 ng 3238910 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 745 (6.469 min): BF109666.D (-741) (-) m/z 132.00 100.00%
132.0 1
5000 68.0
40.0 540 ‘ | 78.1 %i'l 6.0 6.20 6.40 6.60 6.80
O el el £ L3900 Ml "m/z 68.05 45.48%
m/z--> 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
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.78%
0'“'J“Jhw!'w”'“|'“!i“?hq'“|'“'|“""'w"“l'“'l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.20 6.40 6.60 6.80
5000 m/z 66.00 29.84%
33.0 44.0 0.0 105.0
0'"'Iﬁ"l""ﬁ"éﬁ?"'l'”'?9'”I"ﬂ'l'ihl%%qgl"”l sy
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80
m/z 69.05 19.15%
5000 67.0
41.0 97.0
‘ 20.0 117.0
0....|....‘l.‘...l‘..‘..l‘.‘.‘.llu.‘.‘.‘l‘....|..‘..|.1.q7.0....‘|....|"... -
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109666.D

Aca On : 8 Oct 2018 23:49

Operator : JU/SJ

Sample : J5294-01

Misc :

ALS Vial : 17 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 Octacosyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 5.50 ng 177152 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 90
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 90
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 87
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
Abundance Scan 1973 (13.692 min): BF109666.D (-1968) (-) m/z 57.05 100.00%
57.0
7.1
5000
W90 a1 "154'0' 13,60 1380 1400
Otk m/z 43.00 94 .04%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0
5000 LRI B B LRI B
Bmwmnmmm
“ m/z 83.10 83.62%

39.0
ol L. 17}, 181.0222.0264.0 306.0 348.0 392.0 437.0 488.0
....“...,”.. R R e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosy! trifluoroacetate
57.0

97.0 13.40 13.60 13.80 14.00
5000 m/z 54.95 82.54%
ﬂ39 367.0
ol L, 181022202640 322.0 418.0
R R s
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)- S
57.0 13.40 13.60 13.80 14.00

m/z 97.10 71.86%

5000 7.0
196.0
189 HHM 2580
%..”,..”,.”.,.”.,”..,”..“...“..w...w...w

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\BF100818\
Data File : BF109666.D

Aca On : 8 Oct 2018 23:49

Operator : JU/SJ

Sample : J5294-01

Misc :

ALS Vial : 17 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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.53 ng 65141 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2304 (15.639 min): BF109666.D (-2300) (-) m/z 57.05 100.00%
57.0
5000
99.0 R IR B BN B
l | || }41 1 207.0 2670 15.40 15.60 15.80 16.00
ol L, S — m/z 71.10 67.02%
m/z--> 50 1 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LRI UL B BRI B

15.40 15.60 15.80 16.00
m/z 43.10 59.76%

99.0
o |Jjjﬂdmw1%onm2mom% 367.0
e B : I e e B e e LA
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
R N RARE R RS e
15.40 15.60 15.80 16.00
5000 m/z 85.05 49 .59%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
— . T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0 15.40 15.60 15.80 16.00
m/z 55.00 23.70%
5000
.0
OZH‘JJQ‘QW1%OQM2mom% 380.0
A A A e e e e e R N RARE R RS e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109666.D

Aca On : 8 Oct 2018 23:49

Operator : JU/SJ

Sample : J5294-01

Misc :

ALS Vial : 17 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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.33 ng 59948 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexatriacontane 507 C36H74 000630-06-8 86
Abundance Scan 2382 (16.098 min): BF109666.D (-2378) (-) m/z 57.10 100.00%
57.1
99.1 SR AU BN B
| J ll “ 151.1 193.0 15.80 16.00 16.20 16.40
ol i A J,.ULJP...J,.... T m/z 71.05 77 .68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LR B B B B
15. 80 16. oo 16 20 16. 40
m/z 43.00 62 .34%
o Il lll 141.0 183.0 225.0 267.0 309.0 351.0 437.0
m/z--> 55 160 150 260 2%0 360 3%0 460 !
Abundance #141426: Heneicosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.10 55.93%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #194493: Hexacosane
57.0 15.80 16.00 16.20 16.40
m/z 41.05 24 .68%
5000
99.0
o1, |l | | ; 1410 1830 2250 267.0 309.0 367.0
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100818\
Data File : BF109666.D

Acq On : 8 Oct 2018 23:49

Operator : JU/SJ

Sample - J5294-01

Misc :

ALS Vial : 17 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... 4.92 3.5 ng 116993 1 6.70 658662 20.0
unknown6 .47 6.47 98.3 ng 3238910 1 6.70 658662 20.0
Octacosyl trifluo... 13.69 5.5 ng 177152 5 13.83 644673 20.0
Hexacosane 15.64 2.5 ng 65141 6 15.22 515403 20.0
Hentriacontane 16.10 2.3 ng 59948 6 15.22 515403 20.0
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