LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP100419\
Data File : BP000528.D

Aca On : 04 Oct 2019 23:37

Operator :© JU

Sample : K5154-19

Misc :

ALS Vial : 22 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\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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 5.393 558 562 566 rBY 4648439 4285582 52.40% 7.220%
2 6.410 730 735 753 rBVY 3473068 3581591 43.79% 6.034%
3 6.540 753 757 760 rBY 6376184 5996386 73.31% 10.102%
4 6.769 792 796 799 rBVY 1957375 1642045 20.08% 2.766%
5 6.922 818 822 826 rBY 5278122 4690765 57.35% 7.902%
6 7.328 886 891 894 rBVY 4295810 3752036 45.87% 6.321%
7 8.051 1010 1014 1017 rBvV 2508313 2085764 25.50% 3.514%
8 8.445 1076 1081 1093 rBV 423580 446334 5.46% 0.752%
9 9.134 1193 1198 1201 rBV 8199906 7408305 90.58% 12.480%
10 9.522 1261 1264 1268 rBV 753189 641164 7.84% 1.080%

11 9.810 1310 1313 1317 rVB 3001611 2464253 30.13% 4_.151%
12 10.610 1444 1449 1452 rBV 5212118 4862286 59.45% 8.191%
13 11.310 1564 1568 1571 rBV 2713166 2478191 30.30% 4._.175%
14 11.375 1574 1579 1583 rVB3 123155 118704 1.45% 0.200%
15 11.851 1656 1660 1674 rBV2 544168 654767 8.01% 1.103%

16 12.645 1792 1795 1802 rBV 158871 177555 2.17% 0.299%
17 12.916 1836 1841 1844 rBV 8601610 8179084 100.00% 13.779%
18 13.827 1992 1996 2013 rBV3 574922 903353 11.04% 1.522%
19 13.974 2017 2021 2025 rBV 2465461 2270104 27.75% 3.824%
20 14.157 2048 2052 2061 rBV 174412 184366 2.25% 0.311%

21 14.463 2101 2104 2111 rVB 158145 144651 1.77% 0.244%
22 14.774 2153 2157 2162 rVB 212593 210337 2.57% 0.354%
23 15.116 2211 2215 2220 rVB 232741 251731 3.08% 0.424%
24 15.457 2267 2273 2277 rBV 1061266 1265299 15.47% 2.132%
25 15.498 2277 2280 2288 rVB 207020 283912 3.47% 0.478%

26 15.939 2351 2355 2361 rBV 148751 224790 2.75% 0.379%
27 16.451 2438 2442 2453 rVB2 82779 157323 1.92% 0.265%

Sum of corrected areas: 59360678
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100419\

BP000528.D

04 Oct 2019 23:37

Ju

K5154-19

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100419\
Data File : BP000528.D

Aca On : 04 Oct 2019 23:37

Operator :© JU

Sample : K5154-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 unknown6.54 Concentration Rank 1

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

6.54 73.04 ng 5996390 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 757 (6.540 min): BP000528.D (-753) (-) m/z 132.05 100.00%
132
5000
68
96 USSR SRS SRR SRR
40 J |, 179205233261288 _ 335364391 422451477504531 6.20 6.40 6.60_6.80
O B e R R e m/z 133.95 33.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 USSR AR R SRR
6.20 6.40 6.60 6.80
2 m/z 68.05 32.10%
O'Jﬁ'“'w" N LI DAL S LI LI S SN WAL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.05 21.29%
97
39
e L o L B B I L WL WL LI
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl s ./,\. e
57 132 6.20 6.40 6.60 6.80
m/z 96.05 14.98%
5000 98
0 LIl 160189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100419\
Data File : BP000528.D

Aca On : 04 Oct 2019 23:37

Operator :© JU

Sample : K5154-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.85 5.28 ng 654767 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1660 (11.851 min): BP0O00528.D (-1656) (-) m/z 73.00 100.00%
7B
43
5000 129
Jmmm T T T
1 256 nmnmnmnm
ol .*l...l,l. Ll \l 1285 382362 302419 450480 518546 m/z 59.95 74.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
5000 L UL BRI UL B
nmnmnmnm
m/z 43.05 65.64%

157185213 256
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
a3 73

11.60 11. 80 12. OO 12.20

5000 m/z 57.05 59.49%
129 171 214
101
(O I o B IS I oo o o e B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43,7 11. 60 11.80 12.00 12.20
m/z 55.05 56.94%
5000
241 284
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100419\
Data File : BP000528.D

Aca On : 04 Oct 2019 23:37

Operator :© JU

Sample : K5154-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.83 7.96 ng 903353 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 1996 (13.827 min): BP000528.D (-1992) (-) m/z 83.10 100.00%
s
5000 111
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
39 13.60 13.80 14.00 14.20
167 248
ol A AR 0T 216 2E 280 319351 385 430463 801530 | "z 57.05  96.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 R BN B B B
13.60 13.80 14.00 14.20
111 m/z 97.05 95.60%
o 2 1 ﬂ§9167196223252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
13.60 13.80 14.00 14.20
5000 m/z 55.05 80.69%
125
29
o 153181210238266 308336
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol Ll BT
57 |97 13.60 13.80 14.00 14.20
m/z 69.05 79.92%
5000
25
o 29 l 1153181209236264292320350378
m/z--> §o 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100419\
Data File : BP000528.D

Aca On : 04 Oct 2019 23:37

Operator :© JU

Sample : K5154-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.77 3.32 ng 210337 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octadecane 254 C18H38 000593-45-3 95
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 94
4 Hexadecane. l1l-i1odo- 352 C16H33lI 000544-77-4 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2156 (14.769 min): BP000528.D (-2153) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 71.05 81.71%

o 1169197205053 289 341 302 429 462 498 543

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

5000 ST R
14.40 14.60 14.80 15.00

m/z 85.10 65.09%

141169197225053 296

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
57
N REEREEE RS s e S
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 57 .06%
29 3
. 113141169197995254
R B B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane e AR,
57 14.40 14.60 14.80 15.00
m/z 55.00 23.40%
5000
85
29
0 413 169 211 296
T T T e T e s AR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100419\
Data File : BP000528.D

Aca On : 04 Oct 2019 23:37

Operator :© JU

Sample : K5154-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.12 3.98 ng 251731 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 98
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 96
3 Hexadecane. 1-i1odo- 352 C16H331 000544-77-4 93
4 Heptadecane 240 C17H36 000629-78-7 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 2216 (15.121 min): BP000528.D (-2211) (-) m/z 57.05 100.00%
85
5000
T T e
141169197225 14.80 15.00 15.20 15.40
Obrr A A .l,h.l. LI 500298 295323351 403 445 481512541 | sz 71,10 82.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 UL U BN B
14.80 15.00 15.20 15.40
m/z 85.05 69.11%
o J1}i1§{169197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
LN BN BN
71 14.80 15.00 15.20 15.40
5000 m/z 43.10 52.29%
99 196
o 127155 | 225252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo- O e B s S
57 14.80 15.00 15.20 15.40
m/z 99.10 25.84%
85
5000
225
113
L 2L M 6906 | 352
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40

8270-BP100119.M Mon Oct 07 18:55:19 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100419\
Data File : BP000528.D

Aca On : 04 Oct 2019 23:37

Operator :© JU

Sample : K5154-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Octadecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.94 3.55 ng 224790 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 98
2 Heptacosane 380 C27H56 000593-49-7 94
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
Abundance Scan 2355 (15.939 min): BP000528.D (-2351) (-) m/z 57.10 100.00%
85
5000
41169197 15.60 15.80 16.00 16.20
o 225 266 309 346 380408 445477 512 549 n/z 71.10 81.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202263: Octadecane, 1-iodo-
57
85
5000 R R A
15 60 15. 80 16 00 16.20
13 253 m/z 85.10 67.14%
29 14116947 l
ol L2225 | %0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
15,60 15.80 16.00 16.20
5000 m/z 43.05 51.04%
85
o 29 113141169197225253281 323351380
m/z--> 55 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #219831: Triacontane AL B S
57 15.60 15.80 16.00 16.20
m/z 99.05 25.12%
13
o2/ || fJ }?1169197225253281309337365393422
m/z--> 55 160 1éo 200 250 300 350 400 4%0 560 séo 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100419\
Data File : BP000528.D

Aca On : 04 Oct 2019 23:37

Operator :© JU

Sample : K5154-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Hexadecane, l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.45 2.49 ng 157323 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 94
2 Triacontane. 1l-bromo- 500 C30H61Br 004209-22-7 91
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexatriacontane 507 C36H74 000630-06-8 86
Abundance Scan 2442 (16.451 min): BP000528.D (-2438) (-) m/z 57.10 100.00%
141 13 " 16,20 16.40 16.60 16.80
o 211239267295325352 401 438 475506 540 n/z 71.10 80 . 43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000 LI BRI BN BULLILS B
16. 20 16 40 16. 60 16. 80
295 m/z 85.10 66 .55%
29 113149
o | 1169196 | 352
m/z--> 5b 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance
57
g5 " 16,20 16.40 16.60 16.80
5000 m/z 43.10 48.14%
135
. 29 169197225253281 323351379 2 500 \Pv\wdexwwmj\MV,Whnﬁmquﬂ
m/z--> 5b 160 1éo 200 250 300 350 400 4éo 500 séo
Abundance #105891: Heptadecane, 3-methyl- I a  BREEEEES B
57 16.20 16.40 16.60 16.80
m/z 99.10 23.49Y%
5000 85 \Mkv«NWJLHWN/\HMNA~$~*AMN“
29 113 225
o LU L] 77109107 | 254
m/z--> 5b 160 1éo 200 250 300 3éo 460 4éo 560 séo 1620 1640 1660 1680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP100419\
Data File : BP000528.D

Acq On : 04 Oct 2019 23:37

Operator : JU

Sample - K5154-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.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]
unknown6 .54 6.54 73.0 ng 5996390 1 6.77 1642050 20.0
n-Hexadecanoic acid 11.85 5.3 ng 654767 4 11.31 2478190 20.0
5-Eicosene, (E)- 13.83 8.0 ng 903353 5 13.97 2270100 20.0
Heneicosane 14.77 3.3 ng 210337 6 15.46 1265300 20.0
Heptadecane, 9-oc... 15.12 4.0 ng 251731 6 15.46 1265300 20.0
Octadecane, 1l-iodo- 15.94 3.5 ng 224790 6 15.46 1265300 20.0
Hexadecane, 1l-iodo- 16.45 2.5 ng 157323 6 15.46 1265300 20.0
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