LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108245.D

Aca On 17 Aug 2018 16:09

Operator : JU/SJ

Sample : J4500-01

Misc :

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-BF080818 .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 5.248 490 495 506 rBV 588513 633992 21.61% 2.290%
2 5.636 557 561 565 rBY 2478818 2300887 78.42% 8.311%
3 6.631 725 730 743 rBVY 2825206 2679712 91.33% 9.679%
4 6.783 752 756 759 rBVY 2984756 2568221 87.53% 9.277%
5 7.013 792 795 799 rBVY 1063301 857070 29.21% 3.096%
6 7.172 818 822 825 rBVY 2501118 2020432 68.86% 7.298%
7 7.578 886 891 894 rBVY 1715498 1670764 56.94% 6.035%
8 8.301 1010 1014 1017 rBV 1163971 1081505 36.86% 3.907%
9 9.372 1192 1196 1199 rBvY 3572571 2934127 100.00% 10.598%
10 9.760 1259 1262 1268 rVB 213070 167135 5.70% 0.604%

11 10.060 1309 1313 1324 rVB 1450071 1238594 42.21% 4._474%
12 10.854 1444 1448 1461 rBV 1531844 1562362 53.25% 5.643%

13 10.954 1461 1465 1473 rVB 81516 90450 3.08% 0.327%
14 11.554 1563 1567 1570 rBV 1390991 1232111 41.99% 4.451%
15 11.577 1570 1571 1575 rVB 73054 48292 1.65% 0.174%
16 12.771 1771 1774 1778 rBV 79312 75950 2.59% 0.274%

17 13.007 1808 1814 1819 rBV 89801 107493 3.66% 0.388%
18 13.142 1833 1837 1840 rBV 3391261 2822777 96.21% 10.196%
19 14.059 1989 1993 2001 rBV3 67130 132000 4_50% 0.477%
20 14.212 2014 2019 2022 rBV 1205658 1223410 41.70% 4._.419%

21 14.342 2038 2041 2045 rBvV 50918 53194 1.81% 0.192%
22 14.648 2091 2093 2100 rVB2 46294 53327 1.82% 0.193%
23 14.977 2146 2149 2153 rVB 68107 64733 2.21% 0.234%
24 15.065 2160 2164 2169 rVB 126720 143970 4.91% 0.520%
25 15.301 2201 2204 2207 rBV 37134 49208 1.68% 0.178%
26 15.342 2209 2211 2215 rVB 77148 83625 2.85% 0.302%
27 15.701 2269 2272 2277 rBV 36749 55908 1.91% 0.202%

28 15.771 2278 2284 2294 rVB2 829771 1222937 41.68% 4.417%
29 16.242 2359 2364 2370 rVB 91720 144102 4.91% 0.521%
30 16.795 2454 2458 2466 rVB2 76324 134709 4_59% 0.487%

31 17.453 2566 2570 2577 rVB2 53337 113469 3.87% 0.410%
32 18.236 2699 2703 2712 rVB3 48126 118165 4._.03% 0.427%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108245.D

Aca On 17 Aug 2018 16:09

Operator : JU/SJ

Sample : J4500-01

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 27684631
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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\BF081718\

BF108245.D

17 Aug 2018 16:09

JussJ

J4500-01

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108245.D

Aca On : 17 Aug 2018 16:09

Operator : JU/SJ

Sample : J4500-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.25 14.79 ng 633992 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 495 (5.248 min): BF108245.D (-490) (-) m/z 43.05 100.00%
43.0
59.1
5000
| o san O TT500 520 540 5h0
N M m/z 59.10 53.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I AL I I
59.0 500 520 540 5.60
0
150 41, 1010 m/z 58.10 15.72%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" 500 520 540 5.60
5000 m/z 101.10 15.54%
41.0
29.0 101.0
o ol L 730 860 |
R I IR SRS UL LI I I UL RIS SN LRSS B SRS BARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L o A Ram
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.88%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108245.D

Aca On : 17 Aug 2018 16:09

Operator : JU/SJ

Sample : J4500-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.78 Concentration Rank 1

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

6.78 59.93 ng 2568220 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108245.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 so || Sh0 650 6o 760 7.0
Obrrrrrrrrrrrer et e el ol 820 L 1180 WL Tm/z  68.10  48.13%
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 AR SRS SRR
6.40 6.60 6.80 7.00 7.20
33.0 44.0 105.0 m/z 66.10 31.44%
0 | 86.0 .
O T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 134.00 31.42%
104.0
ol 140 270 390 510 00770 g0 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R R R b
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 19.36%

5000

92.0

65.0
2o B0 st0 0 7m0 | w90 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108245.D

Aca On : 17 Aug 2018 16:09

Operator : JU/SJ

Sample : J4500-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.06 2.16 ng 132000 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 68
2 Behenic alcohol 326 C22H460 000661-19-8 60
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 60
4 1-Heneicosanol 312 C21H440 015594-90-8 60
5 1-Docosene 308 C22H44 001599-67-3 60

Abundance Scan 1993 (14.059 min): BF108245.D (-1989) (-) m/z 43.10 100.00%

431, 83.0

5000

13.80 14.00 14.20 14.40
m/z 55.10 93.64%

0!
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol

5000 LA L L L L LB L L
13.80 14.00 14.20 14.40
° m/z 83.05 87.97%
0 ]ll | 168.0 209.0238.0 278.0308.0 348.0378.0
- T T I T 1T I T T T 1 7T T I T L I T T
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
43.0 830
B B S
13.80 14.00 14.20 14.40
5000 111.0 m/z 57.10 79.48%
oL Ll ” Ly ‘f“‘f’-‘{ 1820 2240  280.0309.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane B RN RE T
57.0 13.80 14.00 14.20 14.40
97.0 m/z 97.05 71.68%
5000 }
27/0 l ‘ 26.0 196.0224.0  269.0
o LU TS goroweo2a0 2690w W\
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108245.D

Aca On : 17 Aug 2018 16:09

Operator : JU/SJ

Sample : J4500-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.
15.07 2.35 ng 143970 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl1l4H24 062951-96-6 74
3 Supraene 410 C30H50 007683-64-9 72
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 2165 (15.071 min): BF108245.D (-2160) (-) m/z 69.10 100.00%
69.1 n
5000
0741971 "L480 15100 15,20 Thap
177.9 2312 2721 341.2
(e '-'|"|‘-' '5"%‘%ﬂ4ﬂ—ﬁ—hﬁﬂ—f—hﬂﬁﬂ—h—r m/z 81.10 61.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LI IS B SUMRLE B
14.80 15.00 15.20 15.40
m/z 41.10 32.49%
0 e }[0{-0"13,7 '(,) 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
14,80 15.00 15.20 15.40
5000 m/z 95.05 13.32%
29.0
123.0
AR £
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene A EEaEE TS
69.0 14.80 15.00 15.20 15.40
m/z 137.10 12.00%
5000
137.0
0 29.0{ L1 13070 | 191.0 2310 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108245.D

Aca On : 17 Aug 2018 16:09

Operator : JU/SJ

Sample : J4500-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.36 ng 144102 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2364 (16.242 min): BF108245.D (-2359) (-) m/z 57.10 100.00%
57.1
5000
%0 1600 1620 1640 1660
141.1 195.1 226.0 261.1 295. ) : : : :
ol L L [ B 19912260 26112050 saL1 USRS 6 05
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 LR UL BB UL R
16. 00 16 20 16. 40 16. 60
9.0 m/z 71.10 55.38%
oL L LAy, 140 ass0 260
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
"' 16.00 16.20 16.40 16.60
5000 m/z 85.05 45 _.20%
99.0
o 27,0{ j ] &l.l.}4%0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3éo
Abundance #105884: Octadecane S RREEs B
57.0 16.00 16.20 16.40 16.60
m/z 55.10 20.48%
5000
99.0
o 270} | |y . 1410 183.0 225.0254.0
m/z--> 55 160 150 200 2éo 360 3éo 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081718\
Data File : BF108245.D

Aca On : 17 Aug 2018 16:09

Operator : JU/SJ

Sample : J4500-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.79 2.20 ng 134709 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 94
3 Octadecane 254 C18H38 000593-45-3 93
4 Octacosane 394 C28H58 000630-02-4 83
5 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 72
Abundance Scan 2457 (16.789 min): BF108245.D (-2454) (-) m/z 57.10 100.00%
57.1
5000 8t ‘/\/‘\/\M~N
I M9 e s et 16140 1660 16,80 1700 17,20
oo bl 155 1901 BB 2450 2720 AL PR 0 62.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94344: Heptadecane
57.0
5000 85.0 R SRS SN SN B
16,40 16,60 16.80 17.00 17.20
9.0 m/z 71.10 61.84%
o i ‘11‘:?0141016901970 240.0
m/z--> i&&%@mmmmmmmm@mﬁ
Abundance #141426: Heneicosane
57.0
650 16.40 16.60 16.80 17.00 17.20
5000 m/z 85.10 49.72%
29.0 113.0
ok ‘ | Ly ) ,1410169.0 107.0 2250 2530  296.0
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance #105885: Octadecane A EEE T e
57.0 16.40 16.60 16.80 17.00 17.20
m/z 55.10 24 _.21%
5000 85.0
29.0
o 1130 1410 169.0 1970 225,0 254.0
m/z--> 20 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 16,40 16,60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081718\
Data File : BF108245.D

Acq On 17 Aug 2018 16:09

Operator : JU/SJ

Sample - J4500-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.25 14.8 ng 633992 1 7.01 857070 20.0
unknown6.78 6.78 59.9 ng 2568220 1 7.01 857070 20.0
1-Heptacosanol 14.06 2.2 ng 132000 5 14.21 1223410 20.0
Squalene 15.07 2.4 ng 143970 6 15.77 1222940 20.0
Hexadecane 16.24 2.4 ng 144102 6 15.77 1222940 20.0
Heptadecane 16.79 2.2 ng 134709 6 15.77 1222940 20.0
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