LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample : K4861-03

Misc :

ALS Vial : 11 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 4.993 487 494 503 rVB 216517 263842 3.20% 0.407%
2 5.405 559 564 567 rBY 5236964 4827491 58.62% 7.442%
3 6.417 731 736 741 rBV 5475263 5265140 63.93% 8.116%
4 6.558 755 760 763 rBVY 6038941 5315695 64.54% 8.194%
5 6.787 795 799 802 rBVY 2190233 1633710 19.84% 2.518%
6 6.946 822 826 829 rBVY 5502308 4484845 54.46% 6.914%
7 7.346 889 894 897 rBVY 3760572 3242662 39.37% 4 .999%
8 8.069 1013 1017 1020 rBvV 2764811 2108447 25.60% 3.250%
9 9.146 1196 1200 1203 rBV 8457211 7090422 86.09% 10.930%
10 9.540 1264 1267 1270 rBV 898950 648285 7.87% 0.999%

11 9.828 1312 1316 1319 rBV 3314667 2627631 31.91% 4_.051%
12 10.616 1446 1450 1454 rBV 4949740 4724734 57.37% 7.283%
13 11.322 1566 1570 1573 rBV 3599676 2890138 35.09% 4._.455%
14 11.393 1577 1582 1585 rVB2 90215 91448 1.11% 0.141%
15 11.857 1658 1661 1672 rBV 419295 464620 5.64% 0.716%

16 12.546 1774 1778 1781 rBV 134629 125169 1.52% 0.193%
17 12.652 1793 1796 1802 rBV 106845 120217 1.46% 0.185%
18 12.775 1810 1817 1820 rBV 111004 125128 1.52% 0.193%
19 12.928 1838 1843 1846 rBV 8877081 8235651 100.00% 12.696%
20 13.846 1995 1999 2016 rBV 484370 658564 8.00% 1.015%

21 13.987 2018 2023 2026 rBV 3422237 2958803 35.93% 4_.561%
22 14.169 2050 2054 2058 rBV 228274 210709 2.56% 0.325%
23 14.481 2104 2107 2119 rVB 330054 406157 4._.93% 0.626%
24 14.793 2156 2160 2167 rBV 468931 502092 6.10% 0.774%
25 14.863 2169 2172 2177 rVB 132387 128568 1.56% 0.198%

26 15.134 2214 2218 2223 rBV 605889 677606 8.23% 1.045%
27 15.469 2269 2275 2280 rBV 2375333 2905908 35.28% 4._.480%
28 15.522 2280 2284 2296 rVB 622986 861943 10.47% 1.329%
29 15.969 2355 2360 2366 rBV 453527 676797 8.22% 1.043%
30 16.487 2443 2448 2461 rVB2 230008 449885 5.46% 0.694%

31 17.092 2547 2551 2558 rVB2 75031 147579 1.79% 0.228%

Sum of corrected areas: 64869886

8270-BP091619.M Tue Sep 17 14:20:07 2019 Page: 1



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\BP091619\

BP000249.D

16 Sep 2019 20:23

HP/JU

K4861-03

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP091619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BP000249.D

6.56

6.42 6.95

5.40

6.79

4.99

7.35

0
Time-->

I
4.50 5.00

Abundance

8000000

6000000

4000000

2000000

TIC: BP000249.D

10.62

11.32
8.07

9.54

|

11.86
A

125562.78

0
Time-->

12.00

12.50

I
11.00

10.00

10.50

9.50 11.50

=
13.00

Abundance

8000000

6000000

4000000

2000000

TIC: BP000249.D

13.99
15.47

g 14 52

1417 144 16.49
N

17.09

13.85

0
Time-->

13.50

I T
17.00 17.50 18.00

15.50 16.00

16.50

14.00

I
14.50 15.00

18.50

8270-BP091619.

M Tue Sep 17 14:20:08 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 8

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

4.99 3.23 ng 263842 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 45
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 Guanidine 59 CH5N3 000113-00-8 38
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 493 (4.987 min): BP000249.D (-487) (-) m/z 43.10 100.00%
a3
5000
101
460 4.80 500 520 5.40
Ol 34 130159189 223251 293321349 386416444 481516549 "m/z 59.05  69.82%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 AN UL SRS LS

460 4.80 5.00 520 5.40
m/z 101.10 30.92%

15 101
o,l4.,.”.,.”.,.”. R B o e R AR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R A RA.
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 18.28%
101
15 13
oAy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine AT T T T T T T T T
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.42%
5000f 18
Ol e e e A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 65.08 ng 5315700 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 760 (6.558 min): BP000249.D (-755) (-) m/z 132.10 100.00%
132
5000
68
l 8 208235263290317344 375403432458485512539 620 640 660 680
0...,..*..,.. 118 20823526329031 7344 S75303132458485512939 m/z 134.10 33.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RARRE SRR RN B

6.20 6.40 6.60 6.80
m/z 68.05 32.17%

31
Ollll DAL UARLALIL SN UL SIS I SR IR U
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14500: 1H-Indazole, 7-methyl-
132
T
6.20 6.40 6.60 6.80
5000 m/z 66.05 20.96%
77104
5
Oxf‘ill DAL UALALE SN UL SIS I IR IR U
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R B e
132 6.20 6.40 6.60 6.80
m/z 96.10 14 .56%
5000
104
o 68 {
0"”'“'“" DAL UALLAL SN UL SIS I IR IR U LU L SR
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\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.22 ng 464620 Phenanthrene-d10 11.32
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 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 60
Abundance Scan 1661 (11.857 min): BP000249.D (-1658) (-) m/z 73.05 100.00%
73
43
5000 129
1, | 157185 13 HDA LA MR BN N
256 11.60 11.80 12.00 12.20
o L LU 7 2oram0 s s ass sttt 00t e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6
5000 LRI SUMLIL L SR U
11.60 11.80 12.00 12.20
15775213 256 m/z 43.05 62.23%
(oI
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
43 73
" 11'60 1180 12.00 12.20
5000 129 m/z 57.05 57.38%
199
. 242
o =L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid B A AREE et
73 11.60 11.80 12.00 12.20
m/z 55.10 55.13%
5000
185 228

T I T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 5 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.85 4.45 ng 658564 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 95
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
Abundance Scan 2000 (13.851 min): BP000249.D (-1995) (-) m/z 57.05 100.00%
57
97
5000
125 13.60 13.80 14.00 14.20
154 : : :
ol LALLLY ) 52183210 247 280308339360 401431 471501539 170" g3 10 70.18%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
13.60 13.80 14.00 14.20
29 m/z 71.10 69.68%
o 168196 557 258
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #222139: Nonadecy! pentafluoropropionate
57 o7
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—
13.60 13.80 14.00 14.20
5000 m/z 43.10 67 .45%
125
29
0 11} \l {153182210238266 311 412
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol B B S LI et
55 83 13.60 13.80 14.00 14.20
m/z 97.10 65.74%
- | JM\\
o2 ‘ J 139167106 233266204
miz-> 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\HPCHEMI\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.75 ng 406157 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2107 (14.481 min): BP000249.D (-2104) (-) m/z 57.10 100.00%

5000

-

11360107 14.20 14.40 14.60 14.80
o 225253 295 337368397 430 462 495 537 m/z 71.10 85.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-

E

5000 85
14.20 14.40 14.60 14.80

m/z 85.10 66.22%

13
fﬂ 141169197 239267294323352

N i B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5
85 14.20 14.40 14.60 14.80
5000 m/z 43.10 51.46%
29 13
oL | 141169197225253 296
N L b B B e e B A o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl- B AR
43 14.20 14.40 14.60 14.80
m/z 99.10 23.80%
71
5000
99
o | 127155183 225753
I N LA o B L AN I o o o O R o I BARER S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.20 14.40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 7 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.79 3.46 ng 502092 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heneicosane. 1l-pentvl- 366 C26H54 014739-72-1 93
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2160 (14.793 min): BP000249.D (-2156) (-) m/z 57.10 100.00%
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
41169 14.40 14.60 14.80 15.00 15.20
o 197225253 295 337365395 430462 502 543 n/z 71.10 87 43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane
57
5000 85
14.40 14.60 14.80 15.00 15.20
m/z 85.10 68.29%
0 29 11}3'141169197226
m/z--> sb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #194505: Heneicosane, 11-pentyl-
43
71 14.40 14.60 14.80 15.00 15.20
5000 m/z 43.10 51.89%
224
99
0 | 127155183 253 2?5323 364
m/z--> sb 160 1éo 200 250 300 350 460 4éo 560 séo
Abundance #194496: Docosane, 9-butyl- A B E e B
43 14.40 14.60 14.80 15.00 15.20
m/z 99.05 24 .05%
71
5000
99
0 u4127155 [ 211 252251%%336364
TT ||||||||||||||||||||||||||||||||||||||||| —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> §o 160 1éo 200 250 300 350 460 4éo 560 séo 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 8 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.13 4.66 ng 677606 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2217 (15.128 min): BP000249.D (-2214) (-) m/z 57.10 100.00%
5000
141 14.80 15.00 15.20 15.40
o 169197225253 295323351380 417 451 495 534 n/z 71.10 82 _16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57
5000 85
14.80 15.00 15.20 15.40
m/z 85.10 62.96%
29 13 a1
o1 4 169197225253281309337365394
m/z--> 6 55 160 1%0 200 250 300 350 400 4éo 560 séo
Abundance #185535: Heptadecane, 9-octyl-
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.10 53.85%
o | ff3141169197 2?9267296 352
miz--> 0 55 160 1%0 200 250 300 350 400 4éo 560 séo
Abundance #141426: Heneicosane e R
14.80 15.00 15.20 15.40
m/z 55.10 23.82%
5000

141169197225253 296
I~ T TT 1T L TTTrT I L I
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 1480 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 9 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.52 5.93 ng 861943 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Docosane. 1ll-butvl- 366 C26H54 013475-76-8 93
3 Hexadecane 226 C16H34 000544-76-3 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2284 (15.522 min): BP000249.D (-2280) (-) m/z 57.10 100.00%

5000

15.20 15.40 15.60 15.80
m/z 71.10 82.47%

41169197225 266295323351379 414442470 508537
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #202661: Heptacosane
57
5000 85
15.20 15.40 15.60 15.80
29 m/z 85.10 65.97%
o 11}3141169197225253231309337 380
o B L LI B A i I B o o o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
5[7
15.20 15.40 15.60 15.80
5000 85 m/z 43.10 50.42%

13
e 20gs0207 s

(oL D A Pt i =5 L 5. .1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane R S ABREES
57 15.20 15.40 15.60 15.80
m/z 55.10 22.63%
5000 85
29 3141169, 97226
o) A SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 10 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.97 4.66 ng 676797 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2360 (15.969 min): BP000249.D (-2355) (-) m/z 57.10 100.00%
5000 M
—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—
141469 15.60 15.80 16.00 16.20
o 197225253 295 337 379 419451 494 542 m/z 71.10 84 . 44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane
85
15.60 15.80 16.00 16.20
1%m1 m/z 85.10 65.79%
Sl
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—
15.60 15.80 16.00 16.20
5000 85 m/z 43.10 51.28%
0 f%3141169197 239267294323352
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo
Abundance #194493: Hexacosane L LI L B L DL B
57 15.60 15.80 16.00 16.20
m/z 99.10 23.87%
5000 85
0? Wmmmmmmmsw M H
m/z--> 55 160 1%0 200 250 300 3%0 460 4éo 560 séo 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP091619\
Data File : BP000249.D

Aca On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 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 11 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.49 3.10 ng 449885 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Docosane 310 C22H46 000629-97-0 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2449 (16.492 min): BP000249.D (-2443) (-) m/z 57.10 100.00%

5000

:

16.20 16.40 16.60 16.80
m/z 71.10  85.24%

o 41 183 225 267205324355 302 429462 514541

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane

-

5000 85 R EaEEsEnEE
16 20 16. 40 16. 60 16. 80

m/z 85.10 67.07%

29

f13141169197 240

L A M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane

%

16.20 16.40 16.60 16.80
m/z 43.10 49.51%

5000

365393

141169197225 267295

%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153222: Docosane L I e e A
16.20 16.40 16.60 16.80
m/z 99.05 23.30%
5000

5

| 13141169197225053281 310
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 1620 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP091619\
Data File : BP000249.D

Acq On : 16 Sep 2019 20:23

Operator : HP/JU

Sample - K4861-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091619_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]
2-Pentanone, 4-hy... 4 .99 3.2 ng 263842 1 6.79 1633710 20.0
unknown6 .56 6.56 65.1 ng 5315700 1 6.79 1633710 20.0
n-Hexadecanoic acid 11.86 3.2 ng 464620 4 11.32 2890140 20.0
Ethanol, 2-(tetra... 13.85 4.5 ng 658564 5 13.99 2958800 20.0
Heptadecane, 9-oc... 14.48 2.8 ng 406157 5 13.99 2958800 20.0
Hexadecane 14.79 3.5 ng 502092 6 15.47 2905910 20.0
Octacosane 15.13 4.7 ng 677606 6 15.47 2905910 20.0
Heptacosane 15.52 5.9 ng 861943 6 15.47 2905910 20.0
Tetracosane 15.97 4.7 ng 676797 6 15.47 2905910 20.0
Heptadecane 16.49 3.1 ng 449885 6 15.47 2905910 20.0
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