LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120273.D

Aca On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 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-BF040820 .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 5.263 536 540 554 rBVY 2111923 1979878 88.82% 10.725%
2 6.310 714 718 728 rBVY 1996360 1906024 85.51% 10.325%
3 6.487 745 748 753 rBV 93567 77081 3.46% 0.418%
4 6.651 772 776 779 rBV 657282 530575 23.80% 2.874%
5 6.804 798 802 806 rBY 1789665 1668240 74.84% 9.037%
6 7.216 868 872 875 rBY 1289854 1231631 55.25% 6.672%
7 7.934 991 994 1000 rBV 803926 651521 29.23% 3.529%
8 8.710 1123 1126 1131 rBV 48190 52213 2.34% 0.283%
9 9.016 1174 1178 1181 rBV 2857458 2229121 100.00% 12.075%
10 9.410 1242 1245 1249 rBV 293123 223282 10.02% 1.209%

11 9.686 1289 1292 1296 rBV 790142 678919 30.46% 3.678%
12 10.480 1423 1427 1431 rBV 1289830 1104272 49.54% 5.982%
13 11.174 1541 1545 1547 rBV 751818 612508 27.48% 3.318%
14 11.198 1547 1549 1552 rVvV 140754 111031 4.98% 0.601%

15 11.251 1553 1558 1561 rVB 58480 61193 2.75% 0.331%
16 11.716 1633 1637 1641 rBvV2 317975 334400 15.00% 1.811%
17 11.786 1646 1649 1655 rVB2 51263 70909 3.18% 0.384%
18 11.974 1678 1681 1683 rBV2 28126 28852 1.29% 0.156%
19 11.998 1683 1685 1690 rVVv6 31107 37281 1.67% 0.202%

20 12.386 1748 1751 1754 rBV 281225 237074 10.64% 1.284%

21 12.504 1768 1771 1778 rBV2 223372 249208 11.18% 1.350%
22 12.616 1785 1790 1793 rBV 257329 251258 11.27% 1.361%
23 12.763 1811 1815 1819 rBV 2035811 1966160 88.20% 10.650%
24 13.674 1967 1970 1975 rBV2 161058 199129 8.93% 1.079%
25 13.815 1990 1994 1997 rBV2 700404 741331 33.26% 4.016%

26 13.992 2021 2024 2026 rBV 167209 179830 8.07% 0.974%
27 15.227 2230 2234 2237 rBV 499126 586644 26.32% 3.178%
28 15.657 2303 2307 2312 rVB 343932 461434 20.70% 2.500%

Sum of corrected areas: 18460999

8270-BF040820.M Mon May 04 02:14:04 2020 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120273.D

Aca On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120273.D

Aca On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 7

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

6.49 2.91 ng 77081 1,4-Dichlorobenzene-d4 6.65
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 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 64
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38

Abundance Scan 749 (6.492 min): BF120273.D (-745) (-) m/z 45.00 100.00%
45
5000 59
72
6.20 6.40 6.60 6.80
104
..,....,....,....,-.'!..,....l....,I'.'..,?.“..,....,.l:..,....,....,....,....,... m/z 59.00 42.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
A N Y
5000 ISR AR R A
31 59 6.20 6.40 6.60 6.80
72 m/z 72.00 21.80%
"I'“%$'“LL'”'IJL'I'”'I'“'Ih”'l'”g?"'ﬁ%Q?'P%%gl”"I%ﬁﬁl'”'l'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
A
6.20 6.40 6.60 6.80
5000 59 72 m/z 42.95 13.40%
31
15 89 103 116
Wmﬂwwmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- R BAR AR RS e
45 6.20 6.40 6.60 6.80

m/z 73.00 12.18%
5000

89

a1 50 72
15 ‘ | 108 119 148

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120273.D

Aca On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.72 10.92 ng 334400 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 56

Abundance Scan 1638 (11.722 min): BF120273.D (-1633) (-) m/z 60.00 100.00%

5000

11.40 11.60 11.80 12.00
m/z 73.00 94.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 LA L L L L L L LB L |
11.40 11.60 11.80 12.00
2 m/z 43.00 91.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
R ERE SRR SRS Ry
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 85.95%
97 199 242
27
58 113 BT 180 214
mﬁmmwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72648: Tridecanoic acid T B o
73 11.40 11.60 11.80 12.00
m/z 55.00 74 .64%
43
5000
129
‘ il 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120273.D

Aca On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 8

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

11.79 2.32 ng 70909 Phenanthrene-d10 11.17

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 72

2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64

3 1H-Pvrazole-4-carboxaldehvde. 1-... 190 C10H7FN20 1000338-05-6 58
4 Carbonic acid. 2-formvl-4.6-dich... 276 C11H10Cl1204 1000331-39-3 25
5 2-Furancarboxaldehyde, 5-[(6-met... 190 C11H1003 034995-74-9 25

Abundance Scan 1650 (11.792 min): BF120273.D (-1646) (-) m/z 190.10 100.00%
0

5000

11.40 11.60 11.80 12.00 12.20
m/z 189.00 96.31%

205 231

39

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
1

5000
11.40 11.60 11.80 12.00 12.20

m/z 191.05 34 .08%

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

189

11.40 11.60 11.80 12.00 12.20
m/z 192.00  30.29%

5000
94
163

wwwwmwmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52828: 1H-Pyrazole-4-carboxaldehyde, 1-(4-fluorophenyl)-

11.40 11.60 11.80 12.00 12.20
m/z 94.40  27.22%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120273.D

Aca On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.50 6.72 ng 249208 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Undecanoic acid 186 C11H2202 000112-37-8 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1770 (12.498 min): BF120273.D (-1768) (-) m/z 43.00 100.00%

5000

! o59 284 302 12.20 12.40 12.60 12.80
m/z 59.95 93.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
73
5000 129 LR e

12!20 12.I40 12.60 12.I8O
m/z 57.00 88.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 &
R R B
12.20 12.40 12.60 12.80
5000 m/z 73.00 86.62%
87 129
16 111 157 186
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72643: Tridecanoic acid Rl REReE e
43 73 12.20 12.40 12.60 12.80
m/z 55.00 82.21%
5000 129

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120273.D

Aca On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.67 5.37 ng 199129 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
Abundance Scan 1969 (13.668 min): BF120273.D (-1967) (-) m/z 57.00 100.00%
! M
5000
125 P 940 1350 1350 1400
156 212 340359 : . .
S 193 m/z 55.00 96.49%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 SR AR SUNILR SR B
13.40 13.60 13.80 14.00
29 125 m/z 43.10 86.11%
[ fzd | | | 154 196 224 251269 330
m/z--> 55 100 150 260 2%0 360 3%0
Abundance
43
69 SR AR SUNILR SR SR
97 13.40 13.60 13.80 14.00
5000 m/z 69.05 69.97%
125 MMNWMNWMMjLWNWMMM%AM
153 196 224
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #105686: 13-Tetradecen-1-ol acetate R EEEEE RS
43 13.40 13.60 13.80 14.00
83 m/z 97.00 56.45%
5000 M
111
1“ \‘L L |39 167 194 224 254
m/z--> 50 160 1%0 260 2%0 360 3%0 13M0 13%0 13%0 1&00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120273.D

Aca On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Methadone N-oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.99 4.85 ng 179830 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 59
2 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 46
3 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 46
4 (2.3-Diphenvilcvclopropvimethvl ... 332 C22H200S 131758-71-9 43
5 Acetamide, N-(2,4-difluorophenyl... 363 C14H10F5N30S 351061-57-9 37
Abundance Scan 2024 (13.992 min): BF120273.D (-2021) (-) m/z 91.00 100.00%
gL 207
129
5000
¥ 178 1360 13180 14100 1420 1440
159 242 . . . . .
3 A0 b S B2 270200 314 338358 1 57750710 85.39%
m/z--> 50 100 150 200 250 300 350
Abundance #165152: Methadone N-oxide
129 207
72
5000 91 UL IR BRI
Bmmmmmmmmm
178 m/z 129.00 75.68%
42
III|||||I|II|I||I||152I||I|I|I||IIIII ||27'|7||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
207
13.60 13.80 14.00 14.20 14.40
5000 m/z 206.10 31.94Y%
o7 51 77 103 130 165 1g9
m/z--> o 'éo' B 160" ' ﬁéo" "200" ' éso" ' 560" "350"
Abundance #67006: 5-Methyl-2-phenylindolizine R
207 13.60 13.80 14.00 14.20 14.40
m/z 57.05 20.98%
5000
28 51 77 102 130152 178 l\
e e do A e e s | | 1350 o0 140 Lo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF050120\
Data File : BF120273.D

Aca On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 8 Heneicosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.66 15.73 ng 461434 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octacosane 394 C28H58 000630-02-4 90
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 89
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2308 (15.662 min): BF120273.D (-2303) (-) m/z 57.05 100.00%
57
5000 85 M*fuﬁwﬁwx,Axv/\,w,\,v\v‘~,ﬁ\
LI IR DU SURRURN SR
ob AU AL, 195 107 ososs 204 sam3ssare aomzs  nst UG 00 BT 0%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85 L IS BRI SULRLE AU
mmmmmmmm
m/z 43.00 50.72%
29 I { ]1}311f1‘1§9 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3%0 460
Abundance
57
' 15.40 15.60 15.80 16.00
5000 a5 m/z 85.10 42 .55%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 250 300 3%0 460
Abundance #152416: Tridecane, 1-iodo- B EERRs BamEE e
57 15.40 15.60 15.80 16.00
m/z 41.00 17 .65%
5000 & )\MWMM/LW\_WM
28
|, ‘ e 151 310
miz--> 50 100 150 200 250 300 350 400 ' 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF050120\
Data File : BF120273.D

Acq On : 1 May 2020 22:08

Operator : MA/SJ

Sample : L2463-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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]
Ethanol, 2-(2-eth... 6.49 2.9 ng 77081 1 6.65 530575 20.0
n-Hexadecanoic acid 11.72 10.9 ng 334400 4 11.17 612508 20.0
4H-Cyclopenta[def... 11.79 2.3 ng 70909 4 11.17 612508 20.0
Octadecanoic acid 12.50 6.7 ng 249208 5 13.82 741331 20.0
Trifluoroacetoxy ... 13.67 5.4 ng 199129 5 13.82 741331 20.0
Methadone N-oxide 13.99 4.8 ng 179830 5 13.82 741331 20.0
Heneicosane 15.66 15.7 ng 461434 6 15.23 586644 20.0
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