LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121375.D

Aca On : 21 Aug 2020 19:16

Operator : JU/CG

Sample : L3746-04

Misc :

ALS Vial : 9 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-BF081920.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 4.892 474 A77 485 rBV 38993 51805 1.66% 0.200%
2 5.304 543 547 573 rBVY 2288675 2405676 77 .07% 9.301%
3 6.339 718 723 746 rBY 2301444 2456149 78.68% 9.496%
4 6.528 753 755 769 rBV 100751 119011 3.81% 0.460%
5 6.692 779 783 787 rBVY 1099939 885089 28.35% 3.422%
6 7.257 874 879 882 rBVY 1715710 1659629 53.17% 6.417%
7 7.975 997 1001 1016 rBV 1345449 1178486 37.75% 4 .556%
8 9.051 1179 1184 1187 rBV 3055588 2798874 89.66% 10.821%
9 9.445 1247 1251 1255 rBV 639648 512314 16.41% 1.981%
10 9.545 1264 1268 1274 rBV 20614 33859 1.08% 0.131%
11 9.657 1282 1287 1294 rBV 27108 59012 1.89% 0.228%
12 9.727 1294 1299 1302 rBV 1547951 1368869 43.85% 5.292%
13 10.133 1363 1368 1376 rBv2 41971 55807 1.79% 0.216%
14 10.516 1428 1433 1442 rBVY 1986754 1948675 62.43% 7 .534%
15 10.774 1473 1477 1481 rVB2 34474 38729 1.24% 0.150%
16 11.210 1546 1551 1554 rBV 1742129 1475850 47.28% 5.706%
17 11.380 1577 1580 1585 rBvV3 25083 32704 1.05% 0.126%
18 11.745 1639 1642 1645 rBvV2 50840 53732 1.72% 0.208%
19 12.021 1686 1689 1694 rVB 52653 54545 1.75% 0.211%
20 12.080 1694 1699 1702 rBV 50877 51899 1.66% 0.201%
21 12.180 1712 1716 1719 rBV 481832 420425 13.47% 1.625%
22 12.239 1723 1726 1729 rVV 95020 90774 2.91% 0.351%
23 12.280 1730 1733 1740 rVB 39501 51136 1.64% 0.198%
24 12.415 1754 1756 1758 rBV 44825 45585 1.46% 0.176%
25 12.433 1758 1759 1765 rVB 70509 63568 2.04% 0.246%
26 12.557 1777 1780 1782 rBV 43376 39819 1.28% 0.154%
27 12.580 1782 1784 1788 rVB 86285 81343 2.61% 0.314%
28 12.621 1788 1791 1793 rBV2 42881 45472 1.46% 0.176%
29 12.645 1793 1795 1798 rVB 74037 59287 1.90% 0.229%
30 12.798 1816 1821 1824 rBV 3101965 3121572 100.00% 12.069%
31 12.933 1840 1844 1848 rBV 45547 51790 1.66% 0.200%
32 13.027 1857 1860 1865 rVB3 21328 31382 1.01% 0.121%
33 13.080 1865 1869 1873 rVB 41410 48115 1.54% 0.186%

34 13.257 1895 1899 1904 rVvVv 121937 122171 3.91% 0.472%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121375.D

Aca On : 21 Aug 2020 19:16

Operator : JU/CG

Sample : L3746-04

Misc :

ALS Vial : 9 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-BF081920.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.315 1904 1909 1913 rVB 61239 79190 2.54% 0.306%

36 13.404 1920 1924 1927 rBV 700992 645897 20.69% 2.497%
37 13.439 1927 1930 1933 rVV 117546 107740 3.45% 0.417%

38 13.480 1934 1937 1944 rVB2 52543 54883 1.76% 0.212%
39 13.633 1959 1963 1967 rVB 66243 65096 2.09% 0.252%
40 13.698 1970 1974 1981 rBV 364631 578256 18.52% 2.236%
41 13.751 1981 1983 1988 rVB 52962 51647 1.65% 0.200%
42 13.845 1993 1999 2002 rBVY 1444511 1338670 42.88% 5.176%
43 14.315 2074 2079 2082 rBV3 34603 46617 1.49% 0.180%
44 14.345 2082 2084 2092 rVB5 27795 45446 1.46% 0.176%
45 14.927 2180 2183 2187 rVB 44327 43692 1.40% 0.169%
46 15.256 2234 2239 2252 rVB 911972 1119822 35.87% 4 .330%
47 15.680 2307 2311 2316 rVB 37744 46303 1.48% 0.179%
48 15.745 2318 2322 2333 rBV5 30310 92793 2.97% 0.359%
49 16.139 2385 2389 2394 rBV2 21362 35357 1.13% 0.137%
Sum of corrected areas: 25864562
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121375.D

Aca On : 21 Aug 2020 19:16

Operator : JU/CG

Sample : L3746-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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: BF121375.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121375.D

Aca On : 21 Aug 2020 19:16

Operator : JU/CG

Sample : L3746-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4

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

6.53 2.69 ng 119011 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 38

Abundance Scan 755 (6.528 min): BF121375.D (-753) (-) m/z 45.00 100.00%
45
5000 5o
i 55 om0 k0 ok
104 : : : :
0 ..,....,....,....,-:'!:.,....l~....,I'.'..,...5.‘,9....,.-:..,....,....,....,.. m/z 59.00 36.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
A
5000 BESSERE SRR SRR SRR
31 59 6.20 6.40 6.60 6.80
72 m/z 72.00 21.90%
ol 19 W I 89 104 116 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
620 640 6.60 680
5000 59 72 m/z 43.00 15.15%
31
o 15 89 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)- ey pepere S e
45 6.20 6.40 6.60 6.80

m/z 73.10 14 .94%

5000 59

31 73
N 3$M\ ‘\ 88 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121375.D

Aca On : 21 Aug 2020 19:16

Operator : JU/CG

Sample : L3746-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 unknownl12.18 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.18 5.70 ng 420425 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 43
2 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 40
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 37
4 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 32
5 Vardenafil 488 C23H32N604S 224785-90-4 27
Abundance Scan 1716 (12.180 min): BF121375.D (-1712) (-) m/z 57.05 100.00%
57
o T A Jkkﬁ_,wAﬁ,ﬁAA_
41 69 8|3 169 11.80 12.00 12.20 12.40
o b 125087 193 TP 207 Tz 113.05  50.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
11.80 12.00 12.20 12.40
97 113 m/z 97.05 45 .60%
69 83
ol 126137 153 168
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 %
43 n w
11.80 12.00 12.20 12.40
5000 o7 113 m/z 55.00 25.32%
83
ol 15 101 129 143
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54932: Octane, 2-bromo- B EE s SR e e
57 71 11.80 12.00 12.20 12.40
m/z 83.05 19.52%
43
5000 13
ol 18 H Il ‘\‘ i 8 o7 135 149
m/z--> 5 ' & % @ @ ﬂ)moﬁoﬁo 1mmmmnmuo'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121375.D

Aca On : 21 Aug 2020 19:16

Operator : JU/CG

Sample : L3746-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 3 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.40 9.65 ng 645897 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 78
2 Pvrazole. 3-nitro- 113 C3H3N302 026621-44-3 38
3 2.4.4-Trimethvl-1-pentanol. trif.._.. 226 C10H17F302 1000365-19-5 35
4 Cvclohexane. (bromomethvl)- 176 C7H13Br 002550-36-9 27
5 Cyclohexanecarboxylic acid, 2-et... 184 C10H1603 113122-03-5 18

Abundance Scan 1923 (13.398 min): BF121375.D (-1920) (-) m/z 57.10 100.00%

g7

g7 113

5000

%

41 13.00 13.20 13.40 13.60 13.80

3169

13915 207 225

0 m/z 113.10 59.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
13.00 13.20 13.40 13.60 13.80
8397113 m/z 97.10 56.27%
o Wb 137 153168
A B R ma e A RRRRA R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
113
13.00 13.20 13.40 13.60 13.80
5000 m/z 55.05 25.44%
40 83
66 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate T T T A
57 13.00 13.20 13.40 13.60 13.80
m/z 83.10 23.33%
5000
41 97
0 27 w\ ‘ ?J 113127 153169 193 211
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121375.D

Aca On : 21 Aug 2020 19:16

Operator : JU/CG

Sample : L3746-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.70 8.64 ng 578256 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1974 (13.698 min): BF121375.D (-1970) (-) m/z 57.05 100.00%
57 83

5000

-

13.40 13.60 13.80 14.00
m/z 83.05 86.78%

139 168 200 230248

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate
57

83

8

5000
13.40 13.60 13.80 14.00
m/z 43.05 85.14%
o 139 169 151210 238 pg5283
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
R et
13.40 13.60 13.80 14.00
5000 11 m/z 55.00 83.40%
29 139

167 195 222 250 280 308 336

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol B e e

55 83 13.40 13.60 13.80 14.00

m/z 97.05 77 .55%
5000
29
ol \ 167 196 238 266 294
Asaanseaaesieate

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082120\
Data File : BF121375.D

Acq On : 21 Aug 2020 19:16

Operator : JU/CG

Sample : L3746-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081920_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]
Ethanol, 2-(2-eth... 6.53 2.7 ng 119011 1 6.69 885089 20.0
unknownl12.18 12.18 5.7 ng 420425 4 11.21 1475850 20.0
2,4,4,6,6,8,8-Hep... 13.40 9.7 ng 645897 5 13.84 1338670 20.0
Heptadecyl heptaf... 13.70 8.6 ng 578256 5 13.84 1338670 20.0
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