LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF091818\

Data File : BF109123.D

Aca On : 19 Sep 2018 4:-15 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4930-07 0&31&034150&
isc :

ALS Vial : 31 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-BF091418 .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 4.901 432 436 450 rvB 142137 150296 4_.70% 0.789%
2 5.325 504 508 519 rBY 1078321 985663 30.83% 5.177%
3 6.348 678 682 695 rBV 806657 683104 21.37% 3.588%
4 6.490 702 706 709 rBVY 1966079 1647200 51.52% 8.651%
5 6.719 742 745 749 rBV 727136 604431 18.91% 3.174%
6 6.878 768 772 775 rBV 2654052 2265705 70.87% 11.899%
7 7.284 836 841 844 rBVY 1876445 1760093 55.06% 9.244%
8 8.001 959 963 977 rBV 809126 646752 20.23% 3.397%
9 9.078 1142 1146 1149 rBV 3234869 2767019 86.55% 14.532%
10 9.472 1210 1213 1219 rBV 96673 83102 2.60% 0.436%

11 9.748 1257 1260 1272 rVB 674738 611916 19.14% 3.214%
12 10.536 1390 1394 1408 rBV 1234265 1181107 36.94% 6.203%
13 11.225 1508 1511 1515 rBV 656145 609223 19.06% 3.200%
14 12.813 1777 1781 1784 rBV 3429851 3196944 100.00% 16.790%
15 13.719 1930 1935 1948 rBV2 71545 122155 3.82% 0.642%

16 13.854 1954 1958 1965 rBV 979325 824581 25.79%% 4_.331%

17 14.636 2088 2091 2095 rBvV 32590 35142 1.10% 0.185%

18 14.707 2099 2103 2107 rVB 79251 74198 2.32% 0.390%

19 14.954 2142 2145 2149 rBvV 44364 45095 1.41% 0.237%

20 15.260 2192 2197 2202 rBV 544901 632511 19.78% 3.322%

21 15.313 2202 2206 2210 rVB 46915 57500 1.80% 0.302%

22 15.713 2270 2274 2279 rBV 38126 56788 1.78% 0.298%
Sum of corrected areas: 19040525
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109123.D

Aca On : 19 Sep 2018 4:15

Operator : JU/SJ

ﬁ?ggle i J4930-07 091318-DBRI-E-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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: BF109123.D
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Abundance TIC: BF109123.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109123.D

Aca On : 19 Sep 2018 4:15

Operator : JU/SJ

ﬁ?ggle i J4930-07 091318-DBRI-E-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 3

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

4.90 4.97 ng 150296 1,4-Dichlorobenzene-d4 6.72
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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 436 (4.901 min): BF109123.D (-432) (-) m/z 43.00 100.00%
43.0
59.1
5000
o ik 4k0 sho 520
83.0 : : :
Ol SEOLL 880 | w/z 59.10  56.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UEBE A SRR RN AR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 20.29%
270 || 830 101.0
Ot ?}3q"'|" §?]q ARRRE '?}3q IBESRRBEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.00 15.17%
20.0 101.0
0 150 | 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R R
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.16%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109123.D

Aca On : 19 Sep 2018 4:15

Operator : JU/SJ

ﬁ?ggle i J4930-07 091318-DBRI-E-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 2

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

6.49 54 .50 ng 1647200 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 706 (6.490 min): BF109123.D (-702) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.1 RS U R
400 540 | 6.20 6.40 6.60 6.80
O et J80 L age0 W w7z 68.05  A1.17%
m/z--> 20 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 UL S R

6.20 6.40 6.60 6.80
m/z 134.00 32 .53%

31.0 51.0
0 [ITH _.1po .
et e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
e e R
6.20 6.40 6.60 6.80
5000 m/z 66.00 25.57%
63.0 81.0
31.0 50.0 ‘ 101.0 112.0 |
o) NS VS MRFY MMM B RS0 MM TSRS [ B
m/z--> 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- — A e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.54%
117.0
5000
39.0 9L0
270 [ 510 650 770 105.0 ‘ ‘
0.,”.w.”.“.”ﬂm.wJh.“.”,”.w.”.“wn,”.n.”w,.” - R | WYL V.
m/z--> 20 30 40 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\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109123.D

Aca On : 19 Sep 2018 4:15

Operator : JU/SJ

ﬁ?ggle i J4930-07 091318-DBRI-E-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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

Concentration Rank 4

Peak Number

4 1-Heptacosanol

R.T. EstConc Area Relative to ISTD R.T.
13.72 2.96 ng 122155 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
4 1-Docosene 308 C22H44 001599-67-3 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90

Abundance Scan 1935 (13.719 min): BF109123.D (-1930) (-) m/z 57.05 100.00%
57.0
97.0
5000
25.1 II|IIIIIIIIIIIIIIII
153.2 208.1 2811 13.40 13.60 13.80 14.00
o e m/z 83.10 91.16%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 97.0

5000
13.40 13.60 13.80 14.00

m/z 43.05 80.51%

25.0

o },1}530}81020902310 278.0306.0 350.0378.0
g LA L B N B S B B N B B B N B B B

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

Abundance #194196: Octadecy! trifluoroacetate
57.0
A AEEEEEEE TS
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.05 76.91%
25.0
29.0
0 \l 1l J \i L \\‘ 1\156"0182'0 224'0252'0 2970 348.0
el b 7
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester T
43.0 13.40 13.60 13.80 14.00
83.0 m/z 97.05 73.32%
5000
111.0
39.0
oL AL L uoroweozeo
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091818\

Data File : BF109123.D

Aca On : 19 Sep 2018 4:15

Operator : JU/SJ

ﬁ?ggle i J4930-07 091318-DBRI-E-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.35 ng 74198 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 _psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 83
5 (-+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 72
Abundance Scan 2104 (14.713 min): BF109123.D (-2099) (-) m/z 69.10 100.00%
69.1
5000
07,0137 12120 14160 1450 1500
189.1 282.0
o.?g.\o-%l-".‘.1.',.--.~.-.-,~....,.... | | m/z 81.05 49.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
64.0
5000 A A I I IR
14.40 14.60 14.80 15.00
m/z 41.05 23.93%
o | 1.01'011317'(.) 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
1440 1460 14.80 15.00
5000 m/z 95.05 13.72%
137.0
o120,  $07.0 | 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal e  EaRmEamSTT
69.0 14.40 14.60 14.80 15.00
m/z 68.00 12 .69%
5000
137.0
29.0 bmyo ] 192.0 247.0 3160
0.”.‘.1|J.JHi.‘l‘“.‘.u‘..‘l....‘,‘.... ——— - T
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF091818\

Data File : BF109123.D

Acq On : 19 Sep 2018 4:15

Operator : JU/SJ

ﬁ?ggle i J4930-07 091318-DBRI-E-D-S
ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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]
2-Pentanone, 4-hy... 4.90 5.0 ng 150296 1 6.72 604431 20.0
unknown6 .49 6.49 54_.5 ng 1647200 1 6.72 604431 20.0
1-Heptacosanol 13.72 3.0 ng 122155 5 13.85 824581 20.0
Squalene 14.71 2.4 ng 74198 6 15.26 632511 20.0
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