LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 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-BP010820.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 2.864 9 13 22 rVw 27031 50435 1.85% 0.298%
2 2.940 22 26 39 rvB 203346 263567 9.66% 1.555%
3 4.793 336 341 351 rVB 189000 259582 9.51% 1.531%
4 5.258 414 420 436 rVB 786572 1166549 42.75% 6.882%
5 6.834 680 688 701 rBV 905635 1490729 54.63% 8.795%
6 7.175 739 746 758 rBV 857869 1341380 49.16% 7.914%
7 7.628 817 823 830 rBV 184388 281898 10.33% 1.663%
8 7.946 870 877 887 rBV 582721 958610 35.13% 5.656%
9 8.781 1011 1019 1038 rBV 531915 919175 33.69% 5.423%
10 10.405 1287 1295 1305 rBvV 210872 371634 13.62% 2.193%

11 12.898 1711 1719 1733 rBV 1146395 1760179 64.51% 10.385%
12 13.746 1856 1863 1875 rBV 61789 101369 3.71% 0.598%
13 14.281 1947 1954 1971 rBV 347882 541467 19.84% 3.195%
14 15.781 2202 2209 2228 rBV 1016378 1527844 55.99% 9.014%
15 17.039 2417 2423 2437 rBV 450664 674349 24.71% 3.979%

16 19.628 2857 2863 2876 rBV 2272402 2728661 100.00% 16.099%
17 20.880 3072 3076 3083 rBv2 231297 339907 12.46% 2.005%

18 20.933 3083 3085 3093 rVB 28238 47723 1.75% 0.282%
19 21.145 3115 3121 3132 rBV 520258 690892 25.32% 4_.076%
20 21.322 3147 3151 3156 rBV 41841 50471 1.85% 0.298%

21 21.757 3221 3225 3236 rVB 82040 116500 4.27% 0.687%
22 22.222 3300 3304 3309 rBV 124582 163266 5.98% 0.963%
23 22.733 3386 3391 3399 rBV 132982 208417 7.64% 1.230%
24 23.310 3483 3489 3494 rBV 113787 183164 6.71% 1.081%
25 23.374 3494 3500 3508 rVB 262734 496750 18.20% 2.931%

26 23.968 3595 3601 3607 rVB 73202 143455 5.26% 0.846%
27 24.727 3725 3730 3735 rVB 36254 71754 2.63% 0.423%

Sum of corrected areas: 16949727
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
BP001661.D
17 Jan 2020 17:20

Ju

L1172-01

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

2.94

> 4o

4,

79

TIC: BP001661.D

6.83 7.18

7.95 8.78
7.63 10.40

o

Time--> 3.00 3.50

4.00 4.50

5.00

I I I | | I I
550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance

2000000

1500000

1000000

500000

12.90

13.75
A

TIC: BP001661.D
19.63

15.78

17.04
14.28

O
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

21.15

2088 222 273 23
2p.9l2132 2476 i ' 23.97 24.73

TIC: BP001661.D

23.37

0=

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Pentane, 2-cyclopropyl- Concentration Rank 10

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

2.86 3.58 ng 50435 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-cvclopropvl- 112 C8H16 005458-16-2 78
2 Cvclohexane 84 C6H12 000110-82-7 70
3 2-Amino-oxazole 84 C3H4N20 004570-45-0 64
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
5 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 40

Abundance Scan 12 (2.858 min): BP001661.D (-9) (-) m/z 56.10 100.00%
96
5000 f
2.90 3.00 3.10 3.20 3.30
 — +.~'|. D 115147 186 221250 285 328 369 423 461 501 549 | 757 41.10  69.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6714: Pentane, 2-cyclopropyl-
56
5000 A SARA R AR R R
2.90 3.00 3.10 3.20 3.30
21 m/z 84.05 56.29%
O Nk"w"'w"""""""'""""w"'w"'w
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance
56
1290 3.00 310 320 3.30
5000 m/z 39.00 40.39%
85
O I T O e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1333: 2-Amino-oxazole A RARREEEESE SRR S EEy e
84 2.90 3.00 3.10 3.20 3.30
m/z 55.05 39.85%
5000
5
O I o R B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.94 18.70 ng 263567 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 4-Penten-2-o0l, acetate 128 C7H1202 1000352-31-5 10

Abundance Scan 26 (2.940 min): BP001661.D (-22) (-) m/z 73.05 100.00%
<}
43
5000
2.90 3.00 3.10 3.20 3.30
byl .|.1991.3.7,1.6.5. 208 251 201 328 367 ALl 472501535 m/z 43.05 56.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 B AR VA AR AR ARAR
2.90 3.00 3.10 3.20 3.30
m/z 55.05 34.14%
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
41 2.90 3.00 3.10 3.20 3.30
5000 m/z 87.10 26.04%
0 [rrerprrrrprrrryrrrryrrrryrrr T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1995: Silane, tetramethyl-
73 2.90 3.00 3.10 3.20 3.30
m/z 41.05 17.93%
5000 $
43
15
r+---r---r—rrrr e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.79 18.42 ng 259582 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 340 (4.787 min): BP001661.D (-336) (-) m/z 43.00 100.00%
43
5000
73 1([)1 142 192 225253281 321 357384 417447 488 524 440 4560 480 500 520
O L N e e e L m/z 59.00 47 .54%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SRS SRS RN

440 4.60 4.80 500 5.20
m/z 101.00 13.85%

‘ 101
e = e R = = e SIS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
T
4.40 4.60 4.80 5.00 5.20
5000 101 m/z 58.00 11.93%
29
ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8346: 2-Hexanol, 2-methyl- R e
59 4.40 4.60 4.80 5.00 5.20
m/z 41.00 9.86%
5000
101
o,nww,.nw..”,.”. N ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 unknown7.18 Concentration Rank 1

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

7.18 95.17 ng 1341380 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14

Abundance Scan 747 (7.181 min): BP001661.D (-739) (-) m/z 132.00 100.00%
132
68
5000
40 96 S S N L

6.80 7.00 7.20 7.40 7.60
o 172 207 246275306336 367 410 443 486515 549 m/z 68.10 52 _59%

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

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 ||/|\||||||||||||||||||||
6.80 7.00 7.20 7.40 7.60
33 0 97‘ m/z 65.95 41 .73%
0,.”MMPH.MMH.,.”. e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
56 132
e e R o SR
6.80 7.00 7.20 7.40 7.60
5000 m/z 133.95 34.20%
27 91
O T T T T e T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- A e R e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 22.75%
5000
104
39 77
0,.mifﬁ..“. T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 9-Hexacosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.88 9.84 ng 339907 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexacosene 364 C26H52 071502-22-2 96
2 1-Docosene 308 C22H44 001599-67-3 95
3 Octacosanol 410 C28H580 000557-61-9 94
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3076 (20.880 min): BP001661.D (-3072) (-) m/z 43.05 100.00%
48
83
5000
am AUV R B
163 20.60 20.80 21.00 21.20
ol 444l l.l Lpi, 208 252280313 350 401429 466 511845 | rs7 B7.05  92.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193364: 9-Hexacosene
43 97
25 20.60 20.80 21.00 21.20
364 m/z 55.05 87.77%
53
I ] \‘ ‘ \H \\L\ 1 \‘\ hl8hl L
0--“%--%|”~-|~--------~ DTS S S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
97 20.60 20.80 21.00 21.20
5000 m/z 41.00 69.24%
125
0 A 153181 308
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance #215904: Octacosanol S B L L B
57 20.60 20.80 21.00 21.20
97 m/z 83.05 65.33%
5000
25
o %9 l 153181209236264292322 364392
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Docosane, 5-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.76 3.37 ng 116500 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 5-butvl- 366 C26H54 055282-16-1 93
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
3 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 89
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 83
Abundance Scan 3226 (21.763 min): BP001661.D (-3221) (-) m/z 57.05 100.00%
g7
DN U AU SR
113 21.40 21.60 21.80 22.00
141 183
o A dLL L 185 219250281 316 348 385 428 463 SWS42 | sy 4310 73.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194498: Docosane, 5-butyl-
43
71
5000 LN SUNU SN BRI
21.40 21.60 21.80 22.00
126 m/z 71.05 54 _.83%
99 309
ob L kjhm“h 155183211239 280 | 337364
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
- 21.40 2160 21.80 22.00
5000 m/z 85.10 41.94%
99 182
o 127155™ 211 2525513336364
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl- e EABAEES e T
43 71 21.40 21.60 21.80 22.00
m/z 41.05 32.99%
- J\’\J‘wj\
ol b1y | 155183211230266 0 335364
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.40 21,60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 2-Bromo dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.22 4.73 ng 163266 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane. 5-butvyl- 282 C20H42 006912-07-8 91
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3304 (22.222 min): BP001661.D (-3300) (-) m/z 57.10 100.00%
57
5000 85 M
U IR SRR BN B
13 22.00 22.20 22.40 22.60
oh bk J,lﬂ RI09 211230267 309 350 401433 484512540 | nso 4310 72.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57
5000 85 BRI IR U B A
22. oo 22 20 22. 40 22. 60
29 m/z 71.10 59.43%
13 169
OI"tUI'Lﬁ'\J'}%}'L" e L DR SN DI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
2200 22.20 22.40 22.60
5000 m/z 85.05 37.97%
85
o 29 113141169197225253281 323351380
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #129495: Hexadecane, 5-butyl- R aninn!
48 22.00 22.20 22.40 22.60
71 m/z 41.05 27 .89%
- w\w}
126 225
0 9 | 155183 | 253280
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo 2200 2220 2240 2260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.73 8.39 ng 208417 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Docosane 310 C22H46 000629-97-0 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91

Abundance Scan 3390 (22.727 min): BP001661.D (-3386) (-) m/z 57.10 100.00%

57
5000 85

22.40 22.60 22.80 23.00

113141169 281
ob L [5141160 207230 281 325353386 429 476503536 ns7 43 10 74.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 L LR B TTT T T

22. 40 22. 60 22. 80 23.00
m/z 71.10 57.26%

11
0...‘.‘,.‘l‘.“‘.“‘,.‘“.‘.. h “1832.1%??9..25?1. S —
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
e
22.40 22.60 22.80 23.00
5000 85 m/z 85.10 39.93%
113
. 141 183211239767 310
Y ot MMM
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane T T T T
57 22.40 22.60 22.80 23.00
m/z 41.00 25.75%
5000
85
29
o 113141169197225253281 323351380
N I s S Al S S LA —— SRR MRt
mz--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.31 7.37 ng 183164 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3489 (23.310 min): BP001661.D (-3483) (-) m/z 57.05 100.00%

57
5000 85

13 23.00 23.20 23.40 23.60
141169
bt A d ll,li {03197 239 280 322 355383415 459 907887 | "m/z 43.05  72.21%
m'z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000 LA L L L L L LB L |
85 23.00 23.20 23.40 23.60
m/z 71.05 53.10%
29
ol | 113141169197225253281 323351380
T P T [T e T T [ S e e T T e
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
e
71 23.00 23.20 23.40 23.60
5000 m/z 85.10 42.45%
99 196
o 127155 | 225252280
T T [T 1 T [ e e e
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- T R T
57 23.00 23.20 23.40 23.60
m/z 55.05 26 .51%
5000 85
13 154
o ~ 7| 183211239 281
o = e = SR L L L
mz--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 11 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.97 5.78 ng 143455 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 86
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 83

Abundance Scan 3601 (23.968 min): BP001661.D (-3595) (-) m/z 57.10 100.00%

-

5000 P
113141 180208 239 23.60 23.80 24.00 24.20
Ob el L2 280208 239 281300 341368 400429 463492 545 | "m/z  43.10  69.02%
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
57
5000 85 T LR B TTT T TT T[T
23160 23.80 24.00 24.20
29 m/z 71.05 58.11%
oL ‘h h‘ﬁ13141169197225253281309338
e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
s St
23.60 23.80 24.00 24.20
5000 o m/z 85.05  39.34%
29
o 113141169197225253281309337365394
B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl- L e
43 71 23.60 23.80 24.00 24.20
m/z 55.05 25.95%
- wmhmwwawa/\/\““WWNNmMM
126
99 155 309
o | 155183211239266 ~~336364
A T T
mz--> 50 100 150 200 250 300 350 400 450 500 550 23160 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011720\
Data File : BP001661.D

Aca On : 17 Jan 2020 17:20

Operator :© JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.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 12 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24 .73 2.89 ng 71754 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Octacosane 394 C28H58 000630-02-4 83
3 Octadecane 254 C18H38 000593-45-3 81
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 81
5 Docosane, 9-octyl- 422 C30H62 055319-83-0 78
Abundance Scan 3730 (24.727 min): BP001661.D (-3725) (-) m/z 57.00 100.00%
57
5000 WJLM/
85
R NI BRI BRI UGS
13 149 183211 24.40 24.60 24.80 25.00
0 ..-.|, L f3 140 183211242 283 321 356 308430457 491 532 | 4308 g9 20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57
5000 DA S DU SRR
85 mmmmmm%m
29 m/z 71.10 62.70%
0 \‘ 1 ‘ “\ ) \‘1:}3\14‘.1‘169197225253282
m/z--> §o 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance
57
24.40 24.60 24.80 25.00
5000 a5 m/z 85.10 34.37%
29
o 113141169197225253281309337365394
L I L L LU IR AL IR (AL IR AL LB B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane e
24.40 24.60 24.80 25.00
m/z 41.05 25.39%
h T NWWJLWM
| 113141169197995254
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2440 2460 2480 2500 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP011720\
Data File : BP001661.D

Acq On : 17 Jan 2020 17:20

Operator : JU

Sample : L1172-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820_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]
Pentane, 2-cyclop... 2.86 3.6 ng 50435 1 7.63 281898 20.0
Butane, 2-methoxy... 2.94 18.7 ng 263567 1 7.63 281898 20.0
2-Pentanone, 4-hy... 4.79 18.4 ng 259582 1 7.63 281898 20.0
unknown7 .18 7.18 95.2 ng 1341380 1 7.63 281898 20.0
9-Hexacosene 20.88 9.8 ng 339907 5 21.15 690892 20.0
Docosane, 5-butyl- 21.76 3.4 ng 116500 5 21.15 690892 20.0
2-Bromo dodecane 22 .22 4.7 ng 163266 5 21.15 690892 20.0
Eicosane, 10-methyl- 22.73 8.4 ng 208417 6 23.37 496750 20.0
Heptacosane 23.31 7.4 ng 183164 6 23.37 496750 20.0
Tetracosane 23.97 5.8 ng 143455 6 23.37 496750 20.0
Eicosane 24.73 2.9 ng 71754 6 23.37 496750 20.0
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