LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091919\
Data File : BP000330.D

Aca On : 19 Sep 2019 15:17

Operator : HP/JU

Sample : K4962-03

Misc :

ALS Vial : 15 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\HPCHEM1I\BNA P\METHODS\8270-BP091619 .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 4.999 491 495 504 rvB 105193 129664 2.04% 0.279%
2 5.417 561 566 569 rBY 3643490 3624201 56.91% 7.789%
3 6.428 733 738 742 rBVY 4187886 4171760 65.51% 8.966%
4 6.564 756 761 764 rBVY 4723539 4152339 65.20% 8.924%
5 6.793 796 800 803 rBY 1568504 1246557 19.57% 2.679%
6 6.946 822 826 830 rBVY 4185223 3614771 56.76% 7.769%
7 7.346 890 894 897 rBVY 2595057 2402944 37.73% 5.164%
8 8.075 1014 1018 1021 rBV 1759072 1550842 24.35% 3.333%
9 9.152 1197 1201 1204 rBvV 7229770 5787846 90.88% 12.439%
10 9.546 1264 1268 1272 rBV 666271 555886 8.73% 1.195%

11 9.834 1313 1317 1320 rBV 2485661 1953997 30.68% 4_.199%
12 10.628 1448 1452 1455 rBV 3526275 3171945 49.81% 6.817%
13 11.328 1567 1571 1574 rBV 2504392 2062699 32.39% 4._.433%
14 12.928 1839 1843 1847 rBV 6784215 6368575 100.00% 13.687%
15 13.851 1996 2000 2010 rBV 319516 618990 9.72% 1.330%

16 13.993 2020 2024 2027 rBV 2232121 1919897 30.15% 4.126%
17 14.481 2104 2107 2109 rBvV 83921 74309 1.17% 0.160%
18 14.792 2157 2160 2166 rVB 135918 150704 2.37% 0.324%
19 14.863 2170 2172 2180 rVV 83061 103901 1.63% 0.223%
20 14.940 2182 2185 2194 rVB3 83998 129325 2.03% 0.278%

21 15.134 2215 2218 2223 rVB 186239 213121 3.35% 0.458%
22 15.475 2271 2276 2281 rBV 1596256 2051382 32.21% 4._.409%

23 15.528 2282 2285 2292 rVB 129016 189999 2.98% 0.408%
24 15.975 2357 2361 2369 rBV 192133 285342 4.48% 0.613%

Sum of corrected areas: 46530996
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091919\
Data File : BP000330.D

Aca On : 19 Sep 2019 15:17

Operator : HP/JU

Sample : K4962-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.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: BP000330.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091919\
Data File : BP000330.D

Aca On : 19 Sep 2019 15:17

Operator : HP/JU

Sample : K4962-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.00 2.08 ng 129664 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (4.999 min): BP000330.D (-491) (-) m/z 43.00 100.00%
a3
5000 101
460 480 500 520 540
Olprrr b 131 169200229 265 315 361394422 454482510 48 m/z 59.05  73.74%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 [rerryrrrT Tt T T T T T T T

460 4.80 5.00 520 5.40
m/z 101.05  37.75%

101
bbb e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine
59
R B
4.60 4.80 5.00 5.20 5.40
5000 18 m/z 58.05 19.08%
e o Lt L ST
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone T T P T T
43 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.72%
5000 101

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091919\
Data File : BP000330.D

Aca On : 19 Sep 2019 15:17

Operator : HP/JU

Sample : K4962-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.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 unknown6.56 Concentration Rank 1

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

6.56 66.62 ng 4152340 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 9
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 760 (6.558 min): BP000330.D (-756) (-) m/z 132.10 100.00%
132
5000
68
%6 620 640 6.60 680
40 : . . :
Ol .l,t. A 185213241269296_ 338369396425454482512540 m/z 68.05 34.35%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14500: 1H-Indazole, 7-methyl-
132
5000 SARASLARASERARSERARRS
620 640 6.60 6.80
27104 m/z 134.05 32.24%
39l 1
o' bt e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
AL U AN
6.20 6.40 6.60 6.80
5000 m/z 66.10 22 .56%
69
3?' 103
ol A e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- R B e o
132 6.20 6.40 6.60 6.80
m/z 96.05 15.19%
5000
og 63 104
O Tl o T e T e e O o B eSS ST e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091919\
Data File : BP000330.D

Aca On : 19 Sep 2019 15:17

Operator : HP/JU

Sample : K4962-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.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 Heptacosyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.85 6.45 ng 618990 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl acetate 438 C29H5802 1000351-78-2 95
2 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 91
Abundance Scan 2000 (13.851 min): BP0O00330.D (-1996) (-) m/z 57.10 100.00%
57 o7
5000
T ' 13.60 13.80 14.00 14.20
153182 216 248 : : : :
oA I¥: 182 2200280300 347377 413 456 502532 | n77 83.10  86.73%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224391: Heptacosyl acetate
43
97
5000 LR UL SRR IR SRR
13.60 13.80 14.00 14.20
m/z 97.10 82.46%
ol 15, 153181209 250 292320350378 423
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecy! trifluoroacetate
57 oF
' 13.60 13.80 14.00 14.20
5000 m/z 55.10 70.23%
25
o 19 J {153182710238266 311 362
mz-> 0 50 100 150 200 250 300 3%0 400 450 500 550
Abundance #186968: n-Tetracosanol-1 R B e
57 |97 13.60 13.80 14.00 14.20
m/z 43.10 69.66%
5000
25
29
o [ ﬂ53181210238266 308336
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091919\
Data File : BP000330.D

Aca On : 19 Sep 2019 15:17

Operator : HP/JU

Sample : K4962-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.13 2.08 ng 213121 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
Abundance Scan 2217 (15.128 min): BP0O00330.D (-2215) (-) m/z 57.10 100.00%
57
85
5000

14.80 15.00 15.20 15.40

13141
| 77169 209 243 284 326 363 418448478 511 549

0,”..“..W.JJ,.”.,”......“..w..” e e T m/z 71.10 81.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
85
5000 LA L L L L L L LB |
14.80 15.00 15.20 15.40
m/z 85.10 66.42%
29 13
o] fl 141169197225253 296
e S S S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43
B NS EEman T SRR
1 14.80 15.00 15.20 15.40
5000 m/z 43.10 51.63%
99 196
o J | 127155 | 225253281
I s a0 L L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl- A o e
57 14.80 15.00 15.20 15.40
m/z 55.05 24 .42%
5000 85
ﬁ13141 210 309
o | AH169 210239267 399333366
R LA I o e A B e e R A ERRAREEEEE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14. 80 15. 00 15.20 15.40

8270-BP091619.M Fri Sep 20 17:01:19 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091919\
Data File : BP000330.D

Aca On : 19 Sep 2019 15:17

Operator : HP/JU

Sample : K4962-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP091619._.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.78 ng 285342 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 87
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2360 (15.969 min): BP0O00330.D (-2357) (-) m/z 57.10 100.00%
B AN PRI BRI L
141469 15.60 15.80 16.00 16.20
o 211239267295 338 371399 430 464 497 534 n/z 71.10 79 _.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane
57
85
5000 LR DAL DAL B B B
mmmmmmmm
1r%41 m/z 85.10 64 .85%
29 J JJ 1691972252532813093?8
[ol SRR W I I B B Y A A e e o o o ot S
m/z--> Sb 160 1éo 200 250 300 3éo 400 4éo 560 séo
Abundance #140553: 1-lodo-2-methylundecane
57
15.60 15.80 16.00 16.20
5000 m/z 43.10 52.40%
85
29
o “ Jll3‘ 169 211 296
m/z--> Sb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #194496: Docosane, 9- bUtyl L LI L B L DL B
43 15.60 15.80 16.00 16.20
m/z 99.10 23.26%
71
5000
99
0 u4127155 [ 211 2?22813?9336364
m/z--> §o 160 1éo 200 250 300 350 460 4éo 560 séo 1560 1580 1600 1620 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP091919\
Data File : BP000330.D

Acq On : 19 Sep 2019 15:17

Operator : HP/JU

Sample - K4962-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.00 2.1 ng 129664 1 6.79 1246560 20.0
unknown6 .56 6.56 66.6 ng 4152340 1 6.79 1246560 20.0
Heptacosyl acetate 13.85 6.5 ng 618990 5 13.99 1919900 20.0
Heneicosane 15.13 2.1 ng 213121 6 15.47 2051380 20.0
Tetracosane 15.97 2.8 ng 285342 6 15.47 2051380 20.0
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