LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118321.D

Aca On : 26 Dec 2019 17:27

Operator :© JU

Sample = K6437-05

Misc :

ALS Vial : 14 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-BF122419 .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 4.416 392 396 408 rBV 39925 59025 2.03% 0.209%
2 5.045 499 503 518 rvB 394861 466920 16.09% 1.654%
3 5.457 570 573 593 rBY 2141898 2154554 74 .25% 7.634%
4 6.481 743 747 762 rBVY 2594365 2364763 81.49% 8.378%
5 6.616 766 770 774 rBVY 2880756 2499889 86.15% 8.857%
6 6.845 806 809 816 rBV 676324 620363 21.38% 2.198%
7 7.004 832 836 846 rBVY 2453853 1945901 67.06% 6.894%
8 7.410 901 905 925 rBVY 1424209 1448925 49.93% 5.134%
9 8.134 1025 1028 1048 rVB 925059 832735 28.70% 2.950%
10 9.210 1208 1211 1215 rBV 3261343 2901899 100.00% 10.282%
11 9.610 1276 1279 1287 rVB 99817 89242 3.08% 0.316%
12 9.892 1324 1327 1331 rBvV 1059236 976651 33.66% 3.460%
13 9.928 1331 1333 1337 rVB 38050 32101 1.11% 0.114%
14 10.686 1458 1462 1474 rBV 2225998 2021678 69.67% 7.163%
15 11.286 1559 1564 1568 rVB3 21415 33542 1.16% 0.119%

16 11.386 1578 1581 1583 rBV 1220811 986111 33.98% 3.494%
17 11.410 1583 1585 1590 rVvVv 395652 323207 11.14% 1.145%

18 11.463 1590 1594 1597 rVB 75964 87106 3.00% 0.309%
19 11.622 1617 1621 1624 rBV2 24674 36708 1.26% 0.130%
20 11.892 1664 1667 1668 rBV 53320 48272 1.66% 0.171%
21 11.910 1668 1670 1678 rVVv4 272049 349230 12.03% 1.237%
22 12.004 1682 1686 1688 rVVv2 75359 89303 3.08% 0.316%
23 12.027 1688 1690 1694 rVB 38660 38265 1.32% 0.136%
24 12.186 1714 1717 1720 rBV 38669 35561 1.23% 0.126%
25 12.339 1737 1743 1745 rBV6 18689 32273 1.11% 0.114%
26 12.439 1756 1760 1763 rBV 49804 54474 1.88% 0.193%
27 12.474 1763 1766 1769 rvv4 34301 44800 1.54% 0.159%
28 12.533 1773 1776 1780 rVVv2 27405 33243 1.15% 0.118%
29 12.604 1785 1788 1794 rBV 434169 393285 13.55% 1.393%
30 12.704 1801 1805 1810 rBV3 54085 77531 2.67% 0.275%

31 12.833 1822 1827 1833 rBV2 318705 406093 13.99% 1.439%
32 12.974 1847 1851 1855 rBV 3104097 2854148 98.35% 10.112%
33 13.057 1860 1865 1869 rBv4 29446 56456 1.95% 0.200%
34 13.163 1881 1883 1886 rVB 42865 39990 1.38% 0.142%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118321.D

Aca On : 26 Dec 2019 17:27

Operator :© JU

Sample = K6437-05

Misc :

ALS Vial : 14 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\HPCHEM1\BNA F\METHODS\8270-BF122419._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.268 1897 1901 1905 rBVZ2 37615 49019 1.69% 0.174%
36 13.545 1945 1948 1951 rBV3 38203 48436 1.67% 0.172%

37 13.868 2000 2003 2014 rVB3 277332 462741 15.95% 1.640%
38 14.039 2025 2032 2035 rBV2 999249 1090216 37.57% 3.863%
39 14.063 2035 2036 2042 rVB 175395 133965 4.62% 0.475%
40 14.192 2055 2058 2061 rBV3 56735 65134 2.24% 0.231%

41 14.498 2108 2110 2112 rBV2 78365 67305 2.32% 0.238%
42 15.092 2207 2211 2217 rBV 153923 306455 10.56% 1.086%
43 15.462 2271 2274 2280 rVB 131489 170858 5.89% 0.605%
44 15.527 2281 2285 2293 rBVY 730798 953344 32.85% 3.378%
45 15.980 2359 2362 2366 rVB3 90116 121832 4._.20% 0.432%

46 16.227 2401 2404 2413 rVB2 187540 320760 11.05% 1.136%

Sum of corrected areas: 28224309
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118321.D

Aca On : 26 Dec 2019 17:27

Operator :© JU

Sample : K6437-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118321.D

Aca On : 26 Dec 2019 17:27

Operator :© JU

Sample : K6437-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 15.05 ng 466920 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 504 (5.051 min): BF118321.D (-499) (-) m/z 43.00 100.00%
43
59
5000
101
83 480 500 520 5.40
et S 80 Tm/z 59.00 62.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 28 .40%
15 31 101
25,7 37, 53, | 83
miz--> L% % 4 % 60 7 8 90 100 110
Abundance #4083: Morpholine, 4-methyl-
43
480 500 520 540
5000 m/z 58.00 15.68%
101
71
"'I'ﬁ?'I"'?FI""I'l'é?"ﬁe'l""l""l"qe'l'"'k""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, 1-ethoxy- R B N mmmmy e
59 480 5.00 520 5.40
31 m/z 40.95 8.52%
5000 41
73
15 | ,1147 53“ | 87 102
miz--> A " N N T N 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118321.D

Aca On : 26 Dec 2019 17:27

Operator :© JU

Sample : K6437-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

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

6.62 80.59 ng 2499890 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF118321.D (-766) (-) m/z 132.00 100.00%
5000
68
5 e
40 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
..,....,...:,..‘.‘?,::..??.I.',....,..f.‘?,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00  33.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L UL LU I
6.20 6.40 6.60 6.80 7.00
78 m/z 68.00 31.30%
31 a5 51
“l”'wt“ww!“l“'w'“!v'“l“'w'“'w'“l“'w'“'l““l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
|“"w4'wL'“|'“'|“'
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.12%
41 97
‘ 53 117
,,I,,,,I;ﬂ,\ll\“,i‘,,,gq“\,lwll,‘,‘,\I‘m??”\”l}pﬁI,,,\,Ilgft,lu,,,l,,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene ,....,....,L...,....,...
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.69%
5000 63 a1
31 88 101 112
..,%4.“..3?...i9.ﬂ.ﬂ.:i,7ﬁ.‘l.d,....ﬂ.:.,h”.,...w —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118321.D

Aca On : 26 Dec 2019 17:27

Operator :© JU

Sample : K6437-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.91 7.08 ng 349230 Phenanthrene-d10 11.39
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 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1670 (11.910 min): BF118321.D (-1668) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 115 213 U LA SRR BN UL
143157171185199 | 207 256 11.60 11.80 12.00 12.20
m/z 43.10 74 .16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R B AR SRR DR
11.60 11.80 12.00 12.20
m/z 60.00 70.88%
| TJ[ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11'60 11.80 12.00 12.20
5000 m/z 41.05 62.18%
29
a5 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid S il Ba e
60 73 11.60 11.80 12.00 12.20
43 m/z 57.05 60.07%
5000 129
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118321.D

Aca On : 26 Dec 2019 17:27

Operator :© JU

Sample : K6437-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.49 ng 462741 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan 2003 (13.868 min): BF118321.D (-2000) (-) m/z 57.10 100.00%
g7
= T J\Jv;//\w
139 234 '13.60 13.80 14.00 14.20
163182 : : :
A £05. 20 1208207304 “n/z 55.00 97.29%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
56
5000 111 LA L L L L L LB
Bmmmmmmm
m/z 43.10 94 .53%
29 139
1., il ,1§7 196 224 252 280 308
m/z--> 55 100 150 200 250 300 3%0
Abundance #186968: n-Tetracosanol-1
57 83
'13.60 13.80 14.00 14.20
5000 11 m/z 83.10 94.48%
29 139
b ” | ‘L | 11‘?7 195 222 250 280 308 336
m/z--> 55 100 150 260 2éo 360 3%0
Abundance #210517: 1-Heptacosanol T E o L
57 97 13.60 13.80 14.00 14.20
m/z 97.10 92.59Y%
5000
125
20 1 e | L 51531181 209 236 264 292 320 350 378
m/z--> % 100 1m 2& 250 3& 3% Bmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118321.D

Aca On : 26 Dec 2019 17:27

Operator :© JU

Sample : K6437-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 6 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.56 ng 121832 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Nonacosane 408 C29H60 000630-03-5 87
3 Heptadecane 240 C17H36 000629-78-7 76
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 74
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 2362 (15.980 min): BF118321.D (-2359) (-) m/z 57.05 100.00%
57
85
5000

15.60 15.80 16.00 16.20
m/z 71.10  75.59%

14337 365 393 428

m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
5|7
5000 85 [TTrr[rrrr[rrrryrrrr|m

15.60 15.80 16.00 16.20
m/z 85.05 67.96%

| l 1113 141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350 400
Abundance #215180: Nonacosane
57
R A a s R,
o 15.60 15.80 16.00 16.20
5000 > m/z 43.10 48.03%
29 113 141 169
L |7 M 169 197 225 253 281 300 337 365 408
IS P 5P S i ST S L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane R EREREREEEE S
57 15.60 15.80 16.00 16.20
m/z 55.00 25.29%
5000 85
29

m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16. 20

| 41}3 141 169 197 240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118321.D

Aca On : 26 Dec 2019 17:27

Operator :© JU

Sample : K6437-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl6.23 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.23  6.73ng 320760  Perylene-di2 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 28-Nor-17.beta.(H)-hopane 308 C20H50 036728-72-0 46

206 C14H220
206 C14H220
352 C14H6CI2F402
352 C14H6CI2F402

1000285-40-2 43
000127-43-5 35
1000357-63-5 30
1000331-60-9 30

1
2 _.beta.-iso-Methyl ionone

3 1-Penten-3-one. 1-(2.6.6-trimeth. ..
4 5-Fluoro-2-trifluoromethvlbenzoi...
5 5-Fluoro-2-trifluoromethylbenzoi...

Abundance Scan 2404 (16.227 min): BF118321.D (-2401) (-) m/z 191.10 100.00%
191
5000 95
67 123
M 163
m/z 177.10 47.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 LINLINLILEN LI LN L LI LI
109 16. OO 16. 20 16. 40 16 60
135 398 m/z 95.10 44 _.60%
217
" 163 260 308 355
T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
R R REEEEEEEEE
16.00 16.20 16.40 16.60
5000] 28 m/z 81.00 44 _56%
135 163
69 9 \ ‘
,‘HJ, ———
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) L i
191 16.00 16.20 16.40 16.60
m/z 123.10 33.77%
5000 57
107 149
m/z--> 50 100 150 200 250 300 350 400 16. OO 16. 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122619\
Data File : BF118321.D

Acq On : 26 Dec 2019 17:27

Operator : JU

Sample - K6437-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_M
Quant Title : 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... 5.05 15.1 ng 466920 1 6.85 620363 20.0
unknown6 .62 6.62 80.6 ng 2499890 1 6.85 620363 20.0
n-Hexadecanoic acid 11.91 7.1 ng 349230 4 11.39 986111 20.0
Behenic alcohol 13.87 8.5 ng 462741 5 14.04 1090220 20.0
Tetracosane 15.98 2.6 ng 121832 6 15.53 953344 20.0
unknownl16.23 16.23 6.7 ng 320760 6 15.53 953344 20.0
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