LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022820\
Data File : BF119142.D

Aca On : 28 Feb 2020 20:53

Operator : CG/JU

Sample : L1373-04

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-BF022020.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 5.357 552 556 579 rBVY 2251747 2210142 69.01% 9.280%
2 6.375 726 729 743 rBVY 2070279 2191449 68.43% 9.202%
3 6.734 786 790 798 rBV 817987 680347 21.24% 2.857%
4 6.887 813 816 820 rBVY 2150790 2018796 63.04% 8.477%
5 7.298 881 886 901 rBV 1445727 1481743 46.27% 6.222%
6 8.016 1004 1008 1023 rBV 949526 899270 28.08% 3.776%
7 9.086 1186 1190 1194 rBV 3368023 3133138 97.83% 13.156%
8 9.481 1254 1257 1266 rBV 414188 360871 11.27% 1.515%
9 9.763 1301 1305 1309 rBvV 1256902 1083305 33.83% 4 .549%
10 10.551 1435 1439 1452 rBVY 2043201 1980578 61.84% 8.316%
11 11.245 1553 1557 1560 rBVY 1232918 1069838 33.41% 4._.492%
12 11.269 1560 1561 1565 rVB 49546 34990 1.09% 0.147%
13 11.780 1645 1648 1655 rBV2 101674 125170 3.91% 0.526%
14 12.457 1760 1763 1767 rBvV 37229 38117 1.19% 0.160%
15 12.563 1778 1781 1786 rBvV2 26988 33727 1.05% 0.142%
16 12.686 1798 1802 1805 rBvV 39615 38847 1.21% 0.163%

17 12.827 1822 1826 1830 rBV 3500787 3202587 100.00% 13.447%
18 13.727 1972 1979 1988 rBV2 168169 262736 8.20% 1.103%
19 13.880 2001 2005 2015 rVB 920399 893348 27.89%% 3.751%

20 14.045 2030 2033 2040 rVB 38150 39272 1.23% 0.165%
21 14.345 2081 2084 2090 rBV 49248 70854 2.21% 0.298%
22 14.645 2132 2135 2138 rBV 63433 60851 1.90% 0.256%
23 14.716 2143 2147 2150 rBV 56362 59495 1.86% 0.250%
24 14.957 2185 2188 2193 rVB 64159 75900 2.37% 0.319%
25 15.145 2215 2220 2224 rBV2 38152 61491 1.92% 0.258%

26 15.304 2242 2247 2259 rVB 807641 1048572 32.74% 4._.403%
27 15.604 2293 2298 2307 rBvV4 56429 118222 3.69% 0.496%
28 15.721 2314 2318 2324 rVB2 45100 66751 2.08% 0.280%
29 15.780 2324 2328 2337 rBV10 26426 61246 1.91% 0.257%
30 16.157 2387 2392 2402 rBV5 53917 160091 5.00% 0.672%

31 16.827 2499 2506 2512 rBV3 50588 129129 4._.03% 0.542%
32 17.645 2636 2645 2657 rVB5 37751 124666 3.89% 0.523%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022820\
Data File : BF119142.D

Aca On : 28 Feb 2020 20:53

Operator : CG/JU

Sample : L1373-04

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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 23815539
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LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\

Data Path :

Data File : BF119142.D

Aca On - 28 Feb 2020 20:53
Operator : CG/JU

Sample - L1373-04

Misc :

ALS Vial : 14 Samp

Quant Method
Quant Title

TIC Library :

le Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

= Z:\SVOASRV\HPCHEMI1I\BNA F\METHODS\8270-BF022020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\
Data File : BF119142.D

Aca On : 28 Feb 2020 20:53

Operator : CG/JU

Sample : L1373-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.78 2.34 ng 125170 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50

Abundance Scan 1648 (11.780 min): BF119142.D (-1645) (-) m/z 73.00 100.00%

7B

60
41
5000 129
85 192 213
g Lo | g1e717 097 296 11.40 11.60 11.80 12.00
o m/z 60.00 65.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73

5000{ 29 [T H---|ﬂ- T
11.40 11.60 11.80 12.00
o 120 s | M/z 41.00  56.02%
| 38 115 1143157171185 199 213 22739

0,..”,..
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.60 11.80 12.00
5000 m/z 55.05 55.99%
29
129
85 115 171 214
o 98 143157 | 18597
IR L o o o B e N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 78 11.40 11.60 11.80 12.00
m/z 43.00 54 _.90%
5000 29
0 “ "‘I‘;" 'Hw e maa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF022020.M Mon Mar 02 15:55:19 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\
Data File : BF119142.D

Aca On : 28 Feb 2020 20:53

Operator : CG/JU

Sample : L1373-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 3 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.73 5.88 ng 262736 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 90
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 1979 (13.727 min): BF119142.D (-1972) (-) m/z 83.10 100.00%

5000

:

13.40 13.60 13.80 14.00
m/z 57.05 98.62%

139155 18> 208 230
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #155046: 1-Heneicosanol

56 83

:

5000

13.I40 13.I60 13.I80 14.IOO
m/z 97.10 90.71%

29

167182

210

238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
B A R o R
13.40 13.60 13.80 14.00
5000 111 m/z 69.05 87.83%

29 126

154 182 210 238 266

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol e
55 13.40 13.60 13.80 14.00
m/z 55.10 82.41%
5000
29 139
oL i 167182 210 238 264280 308
BAaasasszany O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\
Data File : BF119142.D

Aca On : 28 Feb 2020 20:53

Operator : CG/JU

Sample : L1373-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 unknownl15.60 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.60 2.25 ng 118222 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
2 3-Isopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 32
31.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 25
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 22
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 22

Abundance Scan 2297 (15.598 min): BF119142.D (-2293) (-) 73.00 100.00%
73 147 221
5000
108 | 178 15.20 15.40 15.60 15.80 16.00
O Ml g L L m/z 221.05 85.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 580
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147 2
73
5000 AR DR DR A B
1520 15.40 15.60 15.80 16.00
u7 | B2 276 m/z 147.10 82.73%
o2 249 |
m/z--> 55 100 150 200 250 300 350 400 450 500 550
Abundance
73
15,20 15.40 15.60 15.80 16.00
5000 m/z 355.10 42 .76%
147
43
221 281
o 321 415 519 561
m/z--> 50 100 150 200 250 300 350 400 450 500 580
Abundance #225661: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsiloxy....
73 15.20 15.40 15.60 15.80 16.00
m/z 281.00 34.80%
147
5000 267 355 420
a5 207 }
. |
O o e L e e T o O B R AR R AR S R R R R R A R
m/z--> 50 100 150 200 250 300 350 400 450 500 580 1520 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\
Data File : BF119142.D

Aca On : 28 Feb 2020 20:53

Operator : CG/JU

Sample : L1373-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 Piperidine, 1-(5-trifluorom... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.16 3.05 ng 160091 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 64
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 37
3 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15NO3 024451-17-0 27
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 22
5 2,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29N0O2Si2 1000079-52-1 16
Abundance Scan 2393 (16.163 min): BF119142.D (-2387) (-) m/z 221.05 100.00%
73 147 291
5000
15.80 16.00 16.20 16.40
0 m/z 73.00 86.46%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H...
107 147
295
5000 175 228 LA L L L L L B
55 201 15.80 16.00 16.20 16.40
80 m/z 147.00 86.05%
0 253
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
221
73 15.80 16.00 16.20 16.40
5000 147 m/z 355.10 48.23%
281 341
251
oL %5 117 191 311 | 371397 429 517
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4%0 560
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
221 15.80 16.00 16.20 16.40
m/z 281.00 47 .81%
5000 120147
77
A T <!
m/z--> 55 160 150 200 250 360 3éo 460 4%0 560 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\
Data File : BF119142.D

Aca On : 28 Feb 2020 20:53

Operator : CG/JU

Sample : L1373-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 7 unknownl7.64 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.64 2.38 ng 124666 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 38
3 Piperidine. 1-(5-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 35
4 Silane. ITT4-T1.2-bisl(trimethvls... 458 C20H4204Si4 056114-62-6 25
5 1H-Indole, l-ethyl-2-phenyl- 221 C16H15N 013228-39-2 14
Abundance Scan 2644 (17.639 min): BF119142.D (-2636) (-) m/z 221.05 100.00%
21
147
73 281
5000 355
429 HRIUR ISR B BN SR
39 | 115 178 251 327 401 17.40 17.60 17.80 18.00
S| IATH¥E EPSAVE § BT m/z 147.00 72.53%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147 221
73
5000 L B B I B
17.40 17.60 17. 80 18 00
17 191 m/z 73.00 53.61%
279
I A 247
m/z--> 55 160 1éo 200 250 360 3%0 460 4éo 560
Abundance
221
73 " 17,40 17.60 17.80 18.00
5000 147 m/z 281.05 53.32%
281 341
251
oL, 45 117 191 311 | 371397 429 517
m/z--> 55 160 1éo 260 250 360 3%0 460 4%0 560
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H... b RREmE EE e
107 147 17.40 17.60 17.80 18.00
m/z 355.00 48 .31%
175 228 285
5000 201
0"1J1"|J" ”'hh" 'm'k'”'l'”'l'”'l'”'l'”
m/z--> 50 100 150 200 250 300 350 400 450 500 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022820\
Data File : BF119142.D

Acq On : 28 Feb 2020 20:53

Operator : CG/JU

Sample : L1373-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
n-Hexadecanoic acid 11.78 2.3 ng 125170 4 11.25 1069840 20.0
1-Heneicosanol 13.73 5.9 ng 262736 5 13.88 893348 20.0
unknownl15.60 15.60 2.3 ng 118222 6 15.30 1048570 20.0
Piperidine, 1-(5-... 16.16 3.0 ng 160091 6 15.30 1048570 20.0
unknownl7 .64 17.64 2.4 ng 124666 6 15.30 1048570 20.0
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