LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP122719\

Data File : BP001470.D

Aca On - 27 Dec 2019 21:15 Instrument :

Operator : JU gyA{g el
- _ lentosampleld :

3?22'6 : K6438-11 DUNR-BF008-01

ALS Vial : 16 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
1 5.593 591 596 609 rVB 91673 149273 12.01% 1.795%
2 6.205 694 700 713 rBV 598883 758070 60.98% 9.115%
3 7.752 956 963 978 rBV 634112 827551 66.57% 9.950%
4 7.928 987 993 1000 rBV 723503 852581 68.59% 10.251%
5 8.281 1048 1053 1062 rVB 129536 147269 11.85% 1.771%
6 8.522 1088 1094 1106 rVB 539577 661447 53.21% 7.953%
7 9.169 1197 1204 1215 rBV 415342 526685 42.37% 6.333%
8 10.316 1393 1399 1413 rBV 132908 171428 13.79% 2.061%
9 12.098 1695 1702 1719 rBV 783465 968764 77.93% 11.648%
10 12.769 1811 1816 1829 rBvV 29177 44400 3.57% 0.534%

11 13.175 1880 1885 1894 rBV 159150 210853 16.96% 2.535%
12 14.475 2099 2106 2122 rBV 588189 772647 62.16% 9.290%
13 15.575 2288 2293 2306 rBV 192029 235476 18.94% 2.831%
14 16.469 2440 2445 2457 rBV2 33366 48119 3.87% 0.579%
15 17.863 2676 2682 2686 rBV 1180513 1243055 100.00% 14.946%

16 19.139 2894 2899 2900 rBv2 21215 31967 2.57% 0.384%
17 19.222 2908 2913 2927 rVB 200178 253605 20.40% 3.049%
18 19.898 3023 3028 3033 rVB 14056 15405 1.24% 0.185%
19 19.980 3034 3042 3058 rBV10 6945 27560 2.22% 0.331%
20 20.269 3088 3091 3095 rVB 16633 17087 1.37% 0.205%
21 20.663 3154 3158 3164 rBV2 17758 22244 1.79% 0.267%
22 20.986 3207 3213 3226 rBV 151719 220688 17.75% 2.653%
23 21.092 3226 3231 3239 rVB2 16321 24675 1.99% 0.297%
24 21.586 3309 3315 3320 rBV2 14501 25221 2.03% 0.303%
25 21.727 3333 3339 3346 rBV2 6767 22103 1.78% 0.266%
26 22.145 3406 3410 3424 rVB3 9892 25042 2.01% 0.301%
27 22.804 3515 3522 3530 rBVS 5494 13775 1.11% 0.166%
Sum of corrected areas: 8316990
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator : JU

Sample . K6438-11

Misc :

ALS Vial : 16 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: BP001470.D
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Abundance TIC: BP001470.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.59 20.27 ng 149273 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane 58 C4H10 000106-97-8 9
4 4-Methoxv-1l-pentene 100 C6H120 098386-09-5 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 596 (5.593 min): BP001470.D (-591) (-) m/z 42.95 100.00%

43.0
5000
101.0

520 540 560 580 600

ol ,l 80,2 237128123282 3899 45435031587 "m/z 59.00 58.97%
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 LA LI L L L L L L L LB

5.20 540 5.60 5.80 6.00
m/z 101.00 21.02%

101.0
ot e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43.0
R R S R E
5.20 5.40 5.60 5.80 6.00
5000 m/z 58.00 14.18%
101.0
ot e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #233: Butane T
43.0 520 540 560 580 600

m/z 41.05 9.56%

5000 ﬂ
LI

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\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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 unknown7.93 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.93 115.79 ng 852581 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 993 (7.928 min): BP001470.D (-987) (-) m/z 132.00 100.00%
13%.0
5000 68.0

7.60 7.80 8.00 8.20
ol 187.2231.2275.2319.1  388.7 445.3489.3 538.2 m/z 68.00 46 .47%

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

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 ||||||/}||||||||||||||||
7.60 7.80 8.00 8.20
m/z 65.95 38.32%
c,.JU!”l.“. I -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
T T
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.13%

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

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- EAm T R
132.0 7.60 7.80 8.00 8.20
m/z 69.05 23.04%
5000
69.0
o,u.hl[.wﬁ.. SNSRI MBS SUHY S
m/z--> 0 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\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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 Tetradecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.47 4.09 ng 48119 Phenanthrene-d10 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan 2445 (16.469 min): BP001470.D (-2440) (-) m/z 73.00 100.00%

.0

5000

16.20 16.40 16.60 16.80

ol 335.2 385.6 458.2500.6 547.9 m/z 42.95 99 _18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid

3.0

5000
16.20 16.40 16.60 16.80

m/z 55.10 89.17%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43.0
16.20 16.40 16.60 16.80
5000 256.0 m/z 40.95 86.39%
O,HJ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72648: Tridecanoic acid
73.0 16.20 16.40 16.60 16.80
m/z 57.10 84 .68%
5000
129.0
29. 17105140
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\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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 4 13-Tetradecen-1-ol acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.14 2.52 ng 31967 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 86
2 Cvclopentane. 1-methvl-3-(2-meth... 140 C10H20 029053-04-1 72
3 Cvcloheptane. methvl- 112 C8H16 004126-78-7 52
4 1-Octene. 6-methvl- 126 C9H18 013151-10-5 46
5 n-Heptadecanol-1 256 C17H360 001454-85-9 46
Abundance Scan 2899 (19.139 min): BP001470.D (-2894) (-) m/z 55.00 100.00%
53.0 97,0
5000
40.1 9081 18.80 19.00 19.20 19.40
okl 280.9 327.1371.7 431.6475.8521.1 n/7z 83.10 85 68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
97.0
5000
18.80 19.00 19.20 19.40
m/z 97.00 84.18%
o l 1390 1040 2540
m/z--> Sb 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #18070: Cyclopentane, 1-methyl-3-(2-methylpropyl)-
58.0
970 18.80 19.00 19.20 19.40
5000 : m/z 57.05 72.06%
H 140.0
O e TR ST e I e e ot
m/z--> Sb 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #6689: Cycloheptane, methyl- Ll L R I
58.0 97.0 18.80 19.00 19.20 19.40
m/z 43.10 70.68%
5000
0 IJ!'I""I""I"" rrrryrrrryTTTTyT T T T T T T T T T T T T T T T T T AR AR A A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1880 1900 1920 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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 Cyclooctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.98 2.17 ng 27560 Chrysene-d12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctacosane 392 C28H56 000297-24-5 87
2 E-7-Octadecene 252 C18H36 1000130-92-0 87
3 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 83
4 2-Heptadecenal 252 C17H320 1000143-48-6 83
5 Heptadecafluorononanoic acid, oc... 716 C27H37F1702 1000356-03-4 80
Abundance Scan 3042 (19.980 min): BP001470.D (-3034) (-) m/z 57.05 100.00%
57.0
5000
11.1
65.8209.2 2667500 1 354 906 . . 19.60 19.80 20.00 20.20
obrdL bl 308.4 396.1 477.7 546.8 77 54.90 84 210
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #208717: Cyclooctacosane
57.0
5000 A LI BN SR R
11.0 10.60 19.80 20.00 20.20
m/z 83.00 82.89%
o | 153.0196.0237.0278.0 385.0 2970
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104185: E-7-Octadecene
43.0
o 19.60 19.80 20.00 20.20
5000 ' m/z 43.05 71.45%
252.0
0 139.0182.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #167929: 2-Octadecyl-propane-1,3-diol A e R o B
43.0 19.60 19.80 20.00 20.20
m/z 69.00 61.97%
5000 70
0 1139.0181.0 236.0°%%° 3280
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.60 19.80 20.00 20.20 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.66 2.02 ng 22244 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Docosane. 11-decvl- 451 C32H66 055401-55-3 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexacosane 366 C26H54 000630-01-3 81
5 Eicosane 282 C20H42 000112-95-8 81

Abundance Scan 3158 (20.663 min): BP001470.D (-3154) (-) m/z 57.05 100.00%

5%.0
5000

20.40 20.60 20.80 21.00

Jl }4} 2 2069 2829  355.0396.9 458.2503.9547.9

Obrrd b L3320, ST 2829 355.0306.9  458.2 503.9547. m/z 43.10 72.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
5000 LIS L L L LB L B
20. 40 20 60 20. 80 21. 00
m/z 71.05 61.63%
9.0
ol | , 141.0183.0225.0 281.0 337.0 394.0
A A e e e e T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227196: Docosane, 11-decyl-
43.
R s o R
20.40 20.60 20.80 21.00
5000 ‘o m/z 85.05 50.21%
309.0
o | 127.0169.0211.0253.0 | | 351.0392.0 442.0
B o o o e e R e e e e A ERE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219830: Triacontane
20.40 20.60 20.80 21.00
m/z 41.05 25.26%
5000

141018302250261030903510

422.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 40 20 60 20. 80 21. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.09 2.24 ng 24675 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 89
2 Tricosane 324 C23H48 000638-67-5 89
3 Octacosane 394 C28H58 000630-02-4 89
4 Hexatriacontane 507 C36H74 000630-06-8 89
5 2-methyloctacosane 408 C29H60 1000376-72-8 76
Abundance Scan 3231 (21.092 min): BP001470.D (-3226) (-) m/z 57.00 100.00%
57.0
5000
fg'o 2080 21.00 21.20 2140
141.1 1929 . . . .
bbbl gt 7 238.02819  354.1397.9442.0 49085342 | z7" 43,00 70.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.9
5000 LRI SN UL IS UL
5.0 20.80 21.00 21.20 21.40
m/z 71.05 62.04%
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550
Abundance #164579: Tricosane

20.80 21.00 21.20 21.40
m/z 85.00 36.00%

5000

' 141.0 197.0 253.0 324.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
20.80 21.00 21.20 21.40
m/z 41.00 33.61%
5000

‘ 141.0183.0225.0 281.0 337.0 394.0
mz--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.59 2.29 ng 25221 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 98
2 Eilcosane 282 C20H42 000112-95-8 93
3 Heneicosane. 3-methvl- 310 C22H46 006418-47-9 90
4 Docosane 310 C22H46 000629-97-0 89
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3316 (21.592 min): BP001470.D (-3309) (-) m/z 57.05 100.00%

57.0
5000

21.20 21.40 21.60 21.80 22.00

]%|WM&M%4%N 361.6 419.7462.1 518.7

Ol Al ALy L B A e N e S m/z 43.00 75.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
57.0
5000 LA L L L L L L L L LB
21 20 21. 40 21 60 21. 80 22. 00
9.0 m/z 71.10 63.21%
ol ﬂi%4}9%830225026703090351039304360
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129491: Eicosane
57.0
A e a e B MR
21.20 21.40 21.60 21.80 22.00
5000 m/z 85.05 38.77%
9.0
0 l 1141 0183 02250 2820
L B I a a B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153226: Heneicosane, 3-methyl- R R B e
57.0 21.20 21.40 21.60 21.80 22.00
m/z 55.00 23.40%
5000
281.0
9.0
JJ]A]- .0183. 02250
Y B e — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21 20 21. 40 21 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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 unknown21.73 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.73 2.00 ng 22103 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-hvdroxvdodecanoate 230 C13H2603 051067-85-7 45
2 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 42
3 1-Eicosanol. 2-hexadecvl- 523 C36H740 017658-63-8 40
4 D-Allofuranose. pentakis(trifluo... 660 C16H7F15011 1000380-27-9 40
5 1,37-Octatriacontadiene 531 C38H74 1000159-37-3 38
Abundance Scan 3339 (21.727 min): BP001470.D (-3333) (-) m/z 57.05 100.00%
5.0
5000
280.9 S UM BRI BURILE UGS
394.4 460.2 21.40 21.60 21.80 22.00
341.8 508.0
Ol 291 Tnm/z 43.00 91.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85976: Methyl 2-hydroxydodecanoate
58.0
5000 DA AR AR AREE!
70 2140 21,60 21.80 22.00
m/z 55.05 85.20%
171.0
0 Q R S LI IS LI I B WL B
m/z--> 50 100 150 200 250 300 350 400 450 500 580
Abundance #132969: Hexadecanoic acid, 2-hydroxy-, methyl ester
58.0
70 2140 21.60 21.80 22.00
5000 m/z 82.95 75.90%
ol MLRIGY| 3330 2270 286.0
m/z--> 50 100 150 200 250 300 350 400 450 500 580
Abundance #237359: 1-Eicosanol, 2-hexadecyl- R Ea e EEmEmEE L
57.0 21.40 21.60 21.80 22.00
m/z 97.00 75.90%
5000
110 504.0
ohl Lﬁﬁﬁ%oﬁmmmmmwmnmwm
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2140 2160 21.80 22.00 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001470.D

Aca On : 27 Dec 2019 21:15

Operator :© JU

Sample - K6438-11

Misc :

ALS Vial : 16 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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.15 2.27 ng 25042 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
2 Decane. l1-i1odo- 268 C10H211 002050-77-3 81
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 81
4 Octadecane. l1-iodo- 380 C18H37I 000629-93-6 74
5 1-lodoundecane 282 C11H23lI 004282-44-4 74

Abundance Scan 3411 (22.151 min): BP001470.D (-3406) (-) m/z 57.00 100.00%
5%.0
5000
‘ J 13.0 1929 21.80 22.00 22.20 22.40
Olrthh ~J L] o d 3012850 338.6 3004 464.18053546.2 | ot e on TS0 oy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
5%.0
5000 AR AR SN DAL
mmnmnmnm
113.0155.0 m/z 85.10 41 .79%
0 225 o
m/z--> Sb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #116706: Decane, 1-iodo-
57.0
21.80 22.00 22.20 22.40
5000 m/z 71.00 40.90%
9.0 155.0
0 'm ﬁ""k"'*H"" ""2§§p' A S S SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175565: Tricosane, 2-methyl- R R
43.0 21.80 22.00 22.20 22.40
m/z 55.00 37.13%
5000
5.0
. | 127.0169.0211.0253 0295 9338.0
m/z--> §o 160 1éo 200 250 300 350 460 4éo 560 séo 2180 2200 2220 2240 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122719\
Data File : BP001470.D

Acq On : 27 Dec 2019 21:15

Operator : JU

Sample - K6438-11

Misc :

ALS Vial : 16 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-Pentanone, 4-hy... 5.59 20.3 ng 149273 1 8.28 147269 20.0
unknown7 .93 7.93 115.8 ng 852581 1 8.28 147269 20.0
Tetradecanoic acid 16.47 4.1 ng 48119 4 15.57 235476 20.0
13-Tetradecen-1-o0... 19.14 2.5 ng 31967 5 19.22 253605 20.0
Cyclooctacosane 19.98 2.2 ng 27560 5 19.22 253605 20.0
Octacosane 20.66 2.0 ng 22244 6 20.99 220688 20.0
Octadecane, 2-met... 21.09 2.2 ng 24675 6 20.99 220688 20.0
Hentriacontane 21.59 2.3 ng 25221 6 20.99 220688 20.0
unknown21.73 21.73 2.0 ng 22103 6 20.99 220688 20.0
Tetradecane, 2,6,... 22.15 2.3 ng 25042 6 20.99 220688 20.0
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