LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample : K6439-09

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\HPCHEMI\BNA P\METHODS\8270-BP121919.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

4.728 444 449 459 rBV2 9285 15880 1.18% 0.178%
5.587 590 595 606 rvB 98507 161616 11.99% 1.813%
rBv 602885 791337 58.70% 8.878%
7.740 954 961 983 rBV 625251 880562 65.32% 9.879%
7.916 985 991 1002 rvVv 725629 893092 66.25% 10.020%
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8.269 1046 1051 1060 rVB 129867 156054 11.58% 1.751%
8.516 1086 1093 1097 rBV 590015 688994 51.11% 7.730%
rBv 415282 548645 40.70% 6.155%
10.305 1392 1397 1410 rBV 138331 182116 13.51% 2.043%
12.093 1693 1701 1720 rBV 883528 1089018 80.78% 12.218%
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11 12.763 1809 1815 1827 rBV 43438 59962 4._.45% 0.673%
12 13.175 1878 1885 1901 rBV 174654 226987 16.84% 2.547%
13 14.475 2099 2106 2128 rBV 628879 834563 61.91% 9.363%
14 15.581 2288 2294 2306 rBV 196796 254745 18.90% 2.858%
15 16.481 2442 2447 2455 rBV2 34146 47075 3.49% 0.528%

16 17.875 2678 2684 2688 rBV 1236574 1348064 100.00% 15.124%
17 19.233 2900 2915 2922 rBV 203444 316774 23.50% 3.554%

18 20.257 3085 3089 3093 rBvV 25307 33787 2.51% 0.379%
19 20.298 3093 3096 3100 rVB 13133 15712 1.17% 0.176%
20 20.692 3159 3163 3170 rVB 19654 29046 2.15% 0.326%
21 21.004 3210 3216 3223 rVB 151234 213389 15.83% 2.394%
22 21.139 3233 3239 3248 rVB2 19248 36000 2.67% 0.404%
23 21.645 3318 3325 3335 rBV2 18324 39690 2.94% 0.445%
24 22.222 3417 3423 3431 rBV2 11975 28223 2.09% 0.317%
25 22.898 3531 3538 3546 rVB6 8551 21877 1.62% 0.245%
Sum of corrected areas: 8913208
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator : JU

Sample : K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.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: BP001492.D
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800000 792

6.20 7.74
600000 8.52

9.16
400000

200000
559 8.27

4.73

O e e LA B e s e o s e e LA e e o e s i

T T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BP001492.D
1200000

I
8.00

I I
8.50 9.00
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7.00 7.50

1000000
12.09

800000

14.47
600000

400000

15.58
200000 10.30 13.17

L 12.76 16.48

‘T 7Tr 7T rrrrrerr—rJ Tt T T T T T T

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BP001492.D
1200000 17,87

1000000
800000
600000

400000

19.23
200000 21.00

20280  20.69 “21.14 21.65 22.22 22.90
[ T T e R T T e e e e e B I T e

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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-Pentene, 4,4-dimethyl-, (Z)- Concentration Rank 11

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

4.73 2.04 ng 15880 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 80
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 80
3 1H-Pvrazole. 4.5-dihvdro-4.5-dim... 98 C5H10N2 028019-94-5 80
4 Furan. 2.5-dihvdro-2.5-dimethvl- 98 C6H100 059242-27-2 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72

Abundance Scan 449 (4.728 min): BP001492.D (-444) (-) m/z 83.00 100.00%

83.0
5000
39

440 460 480 5.00

Obrrdflyo 4 133.6174.6217.1 266.4 3164 385.6 4344 50125461 77 55.00  79.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3401: 2-Pentene, 4,4-dimethyl-, (2)-
83.0
5000 41( LA L L L L L L LB B |
440 4.60 4.80 5.00
m/z 43.00 39.71%
o —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3246: 3-Penten-2-one, 4-methyl-
83.0
4.40 4.60 4.80 5.00
5000 m/z 98.00 39.59%
390
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3071: 1H-Pyrazole, 4,5-dihydro-4,5-dimethyl- R e Ry
83.0 4.40 4.60 4.80 5.00
m/z 39.10 31.50%
5000y 42.0
0.!1Ju..,.”.,..” L T L A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.59 20.71 ng 161616 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Propanenitrile, 3-ethoxy- 99 C5H9NO 002141-62-0 9

Abundance Scan 595 (5.587 min): BP001492.D (-590) (-) m/z 43.00 100.00%

43.0
5000
101.0

520 540 560 580 600

Ol 148:0_ 207.8 286.7 313.3395.8 40294455 503254471 "m/z 59.00  58.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS L L L L L L L L B LB

5.20 540 5.60 5.80 6.00
m/z 101.00  22.49%

101.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43.0
B e e
5.20 5.40 5.60 5.80 6.00
5000 m/z 57.95 15.04%
101.0
Oy e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30194: 2-Nonanone, 9-hydroxy- T T
43.0 520 540 560 580 600

m/z 41.05 10.08%

0 85.0 ,K

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown7.92 Concentration Rank 1

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

7.92 114.46 ng 893092 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10

Abundance Scan 992 (7.922 min): BP001492.D (-985) (-) m/z 131.95 100.00%
131.9
5000 68.0
e R
7.60 7.80 8.00 8.20
o 187.4 2425 297.6 376.4420.4 470.8 524.2 mn/z 68.00 43920
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 AR AR AR AR
69.0 7.60 7.80 8.00 8.20
I m/z 65.95 38.30%
0"LJ“'+*"'|"'W"""" LU LA AL LI S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
760 7.80 8.00 820
5000 m/z 134.00 33.95%
70.0
O'LWLL'l“"w"w"“ N S S S S LN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine B B
132.0 7.60 7.80 8.00 8.20
69.0 m/z 69.10 21.76%
5000
0""Ll'"'l""l"" AN SR S S S LN AR AR RN RS SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.48 3.70 ng 47075 Phenanthrene-d10 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2447 (16.481 min): BP001492.D (-2442) (-) m/z 43.00 100.00%

5000

256.1 16.20 16.40 16.60 16.80

m/z 73.00 97 .20%

o 330.8 385.1429.3473.9 525.9
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #107549: n-Hexadecanoic acid
6Q.
5000 LA L L L L L L L
16.20 16.40 16.60 16.80
0
171.0213.0256.0 m/z 60.00 88.63%
Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
3.0
16.20 16.40 16.60 16.80
5000 m/z 55.05 87.36%
2 199.0242.0
Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid

73.0 16.20 16.40 16.60 16.80
m/z 41.10 82.31%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Tetradecanamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.26 3.17 ng 33787 Perylene-di12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 80
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 72
3 Dodecanamide 199 C12H25NO 001120-16-7 68
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
5 Octadecanamide 283 C18H37NO 000124-26-5 59

Abundance Scan 3090 (20.263 min): BP001492.D (-3085) (-) m/z 59.00 100.00%

|

20. OO 20 20 20. 40 20 60

5000

12.0154.0 195 1

277.2320.2

401.1 462.8 517.8

o m/z 72.05 72 .59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83610: Tetradecanamide
59.0
5000 |||||||||||||||||||
20. OO 20 20 20. 40 20 60
m/z 55.00 72.37%
128.0 184.0227.0
L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174696: 13-Docosenamide, (2)-
59.0
RN EAmaE
20.00 20.20 20.40 20.60
5000 m/z 41.00 53.74%
126.0 337.0
L 5.0 | X“ y . 170.0 23402760
i ,, Lo I o o o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60440: Dodecanamide  ERa
59.0 20.00 20.20 20.40 20.60
m/z 43.05 44 .91%
5000
disg | {], 12801700
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. OO 20 20 20. 40 20 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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, l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.69 2.72 ng 29046 Perylene-di12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 96
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 89
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 87
Abundance Scan 3163 (20.692 min): BP001492.D (-3159) (-) m/z 57.10 100.00%
5000
1411 9970 20.40 20.60 20.80 21.00
o 267.1 328.0 379.1 445.1489.1 537.7 m/z 43.05 57 _08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000 LI B BRI SRR B
mmmmmmmm
9.0 295.0 m/z 71.10 52.61%
ol j Jﬁ4}?1830 352.0
LR LR DL DL I LN DAL IR DR DL L B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43.0
20.40 20.60 20.80 21.00
5000 50 m/z 85.05 36.56%
o | 127-0169. ' n . 267.0 323.0
m/z--> 50 160 1%0 200 250 300 3éo 460 4%0 560 séo
Abundance #83025: Hexadecane i o o UL S
20.40 20.60 20.80 21.00
m/z 55.05 22.36%
5000
‘ 9.0 141.0183.0226.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2040 2060 2080 2100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.14 3.37 ng 36000 Perylene-di12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 89
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 86
3 Tricosane 324 C23H48 000638-67-5 76
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 76
5 Behenyl chloride 344 C22HA45CI 042217-03-8 76

Abundance Scan 3239 (21.139 min): BP001492.D (-3233) (-) m/z 57.10 100.00%

5000

206.9 20.80 21.00 21.20 21.40
55.1 282.9 : ' ' '
o 354.6 428.6  499.0 549.6 n/z  71.00 63 .42%

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

Abundance #194500: Docosane, 11-butyl-
57.0
5000 LA L L L L L L LB L |
20.80 21.00 21.20 21.40
0 m/z 43.05 61.96%
0 ,155.0 210.0o530 309.0 366
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175564: Tricosane, 2-methyl-
43.0
R R e e e
20.80 21.00 21.20 21.40
5000 m/z 84.95 40.61%
5.0
o J‘ u127016902110 29503380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164577: Tricosane e L Mt e
20.80 21.00 21.20 21.40
m/z 55.05 23.64%
5000
324.0

155.0197.0239.0281.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 80 21. OO 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.65 3.72 ng 39690 Perylene-di12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
3 Tridecane. l1-iodo- 310 C13H271 035599-77-0 89
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 83
5 Heneicosane, 5-methyl- 310 C22H46 025117-37-7 70
Abundance Scan 3326 (21.651 min): BP001492.D (-3318) (-) m/z 57.05 100.00%
57.0
5000
F°M1 e 2% 7150 7360
183.3 283.1 . . . .
b gl L fo 2381 S50 0325,1366.1 4466 211 “nm/z 42.95  70.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 5850
Abundance #129491: Eicosane
57.0
5000 LR B B UL B
2140 21.60 21.80 22.00
m/z 71.00 60.85%
. gﬁmmgm%o%m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-
43.0
" 21:40 21.60 21.80 22.00
5000 5.0 m/z 85.05 41.67%
281.0
oL 121:0160.0 2380 | 3330365.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- B RRa e a
57.0 21.40 21.60 21.80 22.00
m/z 55.05 26.00%
5000
9.0 183.0
ok 1 141.0 | 3100
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2-methylhexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.22 2.65 ng 28223 Perylene-d12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 83
2 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Docosane 310 C22H46 000629-97-0 80
Abundance Scan 3423 (22.222 min): BP001492.D (-3417) (-) m/z 57.00 100.00%
57.0
5000

22.00 22.20 22.40 22.60

ﬁ‘u 0 1912 938 7283.0326.3371.6 428.8 494.0 542.5

0,”..“..w..”L“ R R B B e e e R m/z 43.10 58.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202663: 2-methylhexacosane
57.0
5000 LA B L L L L L LB
22. OO 22 20 22. 40 22 60
9.0 m/z 71.05 50.60%
o ]| | ﬁl 0183 0225.0267.0 337.0
L B L o B LA B B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227196: Docosane, 11-decyl-
43.0
AL En e S
22.00 22.20 22.40 22.60
5000 50 m/z 85.05 46 .86%
309.0
o | | 1127:0169.0211.0253.0 | | 351.0393.0 442.0
s B i LB e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane AL o B E
22.00 22.20 22.40 22.60
m/z 55.00 37.41%
5000
o 141.0183.00250  296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. OO 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122819\
Data File : BP001492.D

Aca On : 28 Dec 2019 23:31

Operator :© JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heptacosane, l1l-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.90 2.05 ng 21877 Perylene-d12 21.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 91
2 Triacontane. 1-bromo- 500 C30H61Br 004209-22-7 80
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 70
4 Triacontane 422 C30H62 000638-68-6 70
5 Eicosane 282 C20H42 000112-95-8 58

Abundance Scan 3538 (22.898 min): BP001492.D (-3531) (-) m/z 57.00 100.00%

51.0
5000

22.60 22.80 23.00 23.20

J 47.0192.7239.3281.0 3579 4080 536.7
Ol el d, : 04578 m/z 43.00 71.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 LIS L L L L L L L L LB

22 60 22. 80 23. OO 23. 20
m/z 70.95 60.17%

9.0
| | 141.0183.0 231.0273.0 3430 414.0

o A S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235298: Triacontane, 1-bromo-
57.0
R R N maa
22.60 22.80 23.00 23.20
5000 m/z 85.00 56.78%
9.0
421.0
oLs | 110183.0225.0267.0 323.0365.0 | 500.0
...“...“..., AT T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175566: Tricosane, 2-methyl- R B A Raa T e
43.0 22.60 22.80 23.00 23.20
m/z 54.95 44 _59%
5000
5.0
. | 127.0169.0211. 0255, 0295 %3380
e e e S R R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22 60 22. 80 23. 00 23. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP122819\
Data File : BP001492.D

Acq On : 28 Dec 2019 23:31

Operator : JU

Sample - K6439-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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-Pentene, 4,4-di... 4.73 2.0 ng 15880 1 8.27 156054 20.0
2-Pentanone, 4-hy... 5.59 20.7 ng 161616 1 8.27 156054 20.0
unknown7 .92 7.92 114.5 ng 893092 1 8.27 156054 20.0
n-Hexadecanoic acid 16.48 3.7 ng 47075 4 15.58 254745 20.0
Tetradecanamide 20.26 3.2 ng 33787 6 21.00 213389 20.0
Hexadecane, 1-iodo- 20.69 2.7 ng 29046 6 21.00 213389 20.0
Docosane, 11-butyl- 21.14 3.4 ng 36000 6 21.00 213389 20.0
Eicosane 21.65 3.7 ng 39690 6 21.00 213389 20.0
2-methylhexacosane 22.22 2.6 ng 28223 6 21.00 213389 20.0
Heptacosane, 1-ch... 22.90 2.0 ng 21877 6 21.00 213389 20.0
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