LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 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 5.599 591 597 611 rVB 90954 152522 11.27% 1.664%
2 6.211 694 701 712 rBV 575541 766036 56.62% 8.358%
3 7.752 956 963 977 rBV 618382 840620 62.13% 9.172%
4 7.928 987 993 1006 rVB 711040 876129 64.75% 9.559%
5 8.281 1048 1053 1061 rBVY 133287 150537 11.13% 1.642%
6 8.528 1089 1095 1099 rBV 590175 694762 51.35% 7 .580%
7 9.169 1197 1204 1219 rBV 428995 539716 39.89% 5.889%
8 10.316 1394 1399 1408 rBV 139340 174569 12.90% 1.905%
9 12.099 1695 1702 1725 rBV 864349 1075009 79.45% 11.729%
10 12.769 1810 1816 1828 rBvV 63344 93349 6.90% 1.019%

11 13.175 1879 1885 1897 rBV 166646 221898 16.40% 2.421%
12 14.475 2099 2106 2131 rBV 623956 841258 62.18% 9.179%
13 15.575 2288 2293 2304 rBV 200252 249864 18.47% 2.726%
14 16.469 2440 2445 2456 rBV2 50409 70811 5.23% 0.773%
15 17.863 2676 2682 2686 rBV 1312520 1353008 100.00% 14.762%

16 18.675 2817 2820 2823 rBV 14448 13647 1.01% 0.149%
17 19.122 2886 2896 2908 rBV6 45084 173855 12.85% 1.897%
18 19.222 2908 2913 2922 rVB 203522 251935 18.62% 2.749%

19 19.504 2957 2961 2966 rBvV 31768 34975 2.58% 0.382%
20 19.898 3021 3028 3032 rBV 41513 46915 3.47% 0.512%
21 20.275 3088 3092 3098 rVB 46965 53344 3.94% 0.582%
22 20.663 3152 3158 3165 rBV 43838 56516 4.18% 0.617%
23 20.986 3207 3213 3225 rVB 150787 226310 16.73% 2.469%
24 21.098 3226 3232 3240 rBV 34076 53387 3.95% 0.582%
25 21.586 3309 3315 3320 rBV2 27531 44053 3.26% 0.481%
26 21.722 3331 3338 3354 rBV2 15851 63589 4_.70% 0.694%
27 22.151 3403 3411 3417 rBV2 15377 32301 2.39% 0.352%
28 22.804 3517 3522 3530 rBV3 6579 14377 1.06% 0.157%
Sum of corrected areas: 9165292
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator : JU

Sample . K6431-04

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI1\BNA P\METHODS\8270-BP121919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001474.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.60 20.26 ng 152522 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 597 (5.599 min): BP001474.D (-591) (-) m/z 43.00 100.00%

43.0
5000
101.0

520 540 560 580 600

Ol ,l 882202 3031 3509 4307 4888 8455 m/z 59.05  58.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | AL NOLINL N L L L L LB L L

5.20 540 5.60 5.80 6.00
m/z 101.00 21.07%

101.0
o,l4.“..w..”,.”. R B e e e B i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
I o R e
5.20 540 5.60 5.80 6.00
5000 m/z 58.00 16.62%
101.0
0 A$J“..w..”,.”. e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3831: 1-Butene, 4-ethoxy- REam e e
31.0 5.20 540 5.60 5.80 6.00
m/z 41.05 10.03%
5000
85.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 2 unknown7.93 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.93 116.40 ng 876129 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 22
Abundance Scan 993 (7.928 min): BP001474.D (-987) (-) m/z 131.95 100.00%
1319
5000 68.0

7.60 7.80 8.00 8.20

o 175.9217.8260.6301.5345.5 394.1 450.9 5185 m/z 68.00 43.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 |||lll/l\||||||||||||||||

7.60 7.80 8.00 8.20
m/z 66.00 37 .49%

14.
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14396: 1,2,4-Trifluorobenzene
132.0
 EEAS S e
7.60 7.80 8.00 8.20
5000 m/z 134.00 31.89%
63.0
Py T N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52379: Tranylcypromine-propionyl R e
57.0 132.0 7.60 7.80 8.00 8.20
m/z 69.05 22.69%
5000
) 189.0
o iy SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 Undecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.47 5.67 ng 70811 Phenanthrene-d10 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2445 (16.469 min): BP001474.D (-2440) (-) m/z 43.00 100.00%
43.
5000
256. 16.20 16.40 16.60 16.80
0 324.8367.2 428.6469.5 540.5 /7 72.95 97 _44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #50053: Undecanoic acid
60.0
5000 R AR SULA UL UL
16.20 16.40 16.60 16.80
129.0 m/z 55.00 87.25%
186.0
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
16.20 16.40 16.60 16.80
amozgc 129.0 m/z 41.05 87.01%
' 199.0242.0
0 I‘I IJ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
73.0 16.20 16.40 16.60 16.80
m/z 60.00 84.48%
5000 129.0
185.0 241.0284.0
O+
m/z--> 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 : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 4 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.12 13.80 ng 173855 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 l1-Heneicosanol 312 C21H440 015594-90-8 91
3 Cvclotetracosane 336 C24H48 000297-03-0 90
4 Cvclooctacosane 392 C28H56 000297-24-5 90
5 Triacontyl acetate 480 C32H6402 041755-58-2 87
Abundance Scan 2896 (19.122 min): BP001474.D (-2886) (-) m/z 54.95 100.00%
55.0
7.1
5000
39.1 18.80 19.00 19.20 19.40
o LALLL h fpr 123923702809 3513 40044425 49475357 | rs7 43.05  89.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57.0
5000 .0 NN IR SRR

18.80 19.00 19.20 19.40
m/z 57.05 88.17%

I lﬁ53°19502360 3080

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55.0 970
18.80 19.00 19.20 19.40
5000 m/z 83.05 78.23%
oL 138.01 55 0924.0266.0
L o o e o o e LA B o o o o o e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174179: Cyclotetracosane
43.0 18.80 19.00 19.20 19.40
m/z 97.10 71.59%
7.0
5000
o1 | 1113?-91'82.0224.0 279.0 336.0
B o o o o o L I e o e L I i o o e I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 6 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.90 3.72 ng 46915 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Tricosane 324 C23H48 000638-67-5 95
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 93
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
Abundance Scan 3028 (19.898 min): BP001474.D (-3021) (-) m/z 57.05 100.00%
57.0
5000
o1 19.60 19.80 20.00 20.20
155.1 : : :
o..'.,....JI,.J.J.f,I....2,1.1.1.?53.1..?0?.9..,3?7.5.?,.4.25.‘.9,‘.‘7.4.?,5.2?.1.,. m/z 43.05  70.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57.0
5000 AR AR R A

19.60 19.80 20.00 20.20
9.0 m/z 71.05 60.61%

141.0183.0225.0067.0  338.0

O e B o o o LA B o I o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane
57.0
19.60 19.80 20.00 20.20
5000 m/z 85.10 49 .83%
9.0 324.0
. | 141:0183.0225.0267.0
T i e e o o e B B R s REma e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
7.0 19.60 19.80 20.00 20.20
m/z 55.05 30.42%
5000
9.0
ol | 14101830 2390241 93230
...“...“...“............... R EEREE S e R EEAREE RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 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 : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 7 Heneicosane, 11-decyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.27 4.71 ng 53344 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Tricosane 324 C23H48 000638-67-5 93
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
Abundance Scan 3091 (20.269 min): BP001474.D (-3088) (-) m/z 57.10 100.00%
57.1
5000
90 20.00 20.20 20.40 20.60
141.2 197.2 : : :
ol ‘! Lokt 200-0280.9 8293 8997 4642 8356 | sz 43.05  70.44%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
51.0
5000 AU VAR B B
20.00 20.20 20.40 20.60
295.0 m/z 71.05 60.34%
9.0
0 15.0 | ; 141:0183.0225.0 337.0 435.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
20.00 20.20 20.40 20.60
5000 m/z 85.05 44 _36%
9.0
0 ‘ [ 14101830 2390pg1 o323
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane
57.0 20.00 20.20 20.40 20.60
m/z 41.05 27 .58%
5000
9.0 324.0
o | 1#01830225 02670 |
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20,00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122719\
Data File : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 9 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.10 4.72 ng 53387 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 97
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetratriacontane 479 C34H70 014167-59-0 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3232 (21.098 min): BP001474.D (-3226) (-) m/z 57.05 100.00%
57.0
5000
°0 20.80 21.00 21.20 21.40
41.1 207.0 : : : :
ob b A LT S 2663 3415 4191 49915487 nyo7 43 05 75.98Y%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane

20.I80 21.I00 21!20 21.I4O
m/z 71.05 60.71%

5000

324.0
141.0183.0925.0267.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane

57.0
20.80 21.00 21.20 21.40
5000 m/z 85.10 50.50%
9.0  169.0
015@ Ll T 248.0
L L o o T LN e e e S I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129493: Eicosane

20.80 21.00 21.20 21.40
m/z 55.10 29.01%

5000

T I T T
m/z--> 0 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 : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 10 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.59 3.89 ng 44053 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 97
2 Eilcosane 282 C20H42 000112-95-8 92
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3316 (21.592 min): BP001474.D (-3309) (-) m/z 57.05 100.00%
57.0
o L/\J\\
9.0 ) hod M
141.1183.1 281.0 21.20 21.40 21.60 21.80 22.00
Ot b i 220, 239257, 3847 4146 4747 5284 | Tn/z  43.05  77.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 AR D B B BN

21.20 21.40 21.60 21.80 22.00
m/z 85.05 64.19%

141.0183.0225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #129492: Eicosane

21.20 21.40 21.60 21.80 22.00
m/z 71.00 54.68%

5000

o " 141.0183.0225.0 282.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71394: Pentadecane

21.20 21.40 21.60 21.80 22.00
m/z 55.00 31.21%

5000

1410 2120

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 : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 Cyclotriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.72 5.62 ng 63589 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotriacontane 420 C30H60 000297-35-8 72
2 Octacosvl acetate 452 C30H6002 018206-97-8 68
3 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 55
4 trans-5-Methvl-2-isopropvl-2-hex... 154 C10H180 1000139-66-1 46
5 Decane, 5,6-bis(2,2-dimethylprop... 278 C20H38 073002-85-4 45
Abundance Scan 3338 (21.722 min): BP001474.D (-3331) (-) m/z 43.10 100.00%
431
5000 7.0
Ol 2149 669 a5 21140 21,60 7180 2200
Ok hal gl 1 3181 4034 148798855 | /7 55.00  72.02%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #219330: Cyclotriacontane
57.0
5000 4200
“0 21140 21.60 21.80 22.00
m/z 57.00 70.25%
0 195.0237.0279.0321. 03630
miz--> 6""s'o"i6c3"iéc3"éoc3 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
439 97.0
21.40 21.60 21.80 22.00
5000 m/z 83.00 55.74%
39.0
ol ] ‘Jl | ,181.0  250.0292.0334.0 392.0437.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174181: Cyclodocosane, ethyl- B e
57.0 21.40 21.60 21.80 22.00
m/z 97.05 49_71%
5000
11.0
07.0
0 ‘ |153.0195.0237.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 21140 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 : BP001474.D

Aca On : 27 Dec 2019 23:16

Operator :© JU

Sample : K6431-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP121919.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 12 Hexadecane, 1l-bromo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.15 2.85 ng 32301 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-bromo- 304 C16H33Br 000112-82-3 92
2 Tetratetracontane 619 C44H90 007098-22-8 70
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Octacosane 394 C28H58 000630-02-4 64

Abundance Scan 3411 (22.151 min): BP001474.D (-3403) (-) m/z 57.00 100.00%

5000

21.80 22.00 22.20 22.40
m/z 71.05 70.25%

197.2  280.9

o 342.1 4101 4741 5454
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #147850: Hexadecane, 1-bromo-
57.0
5000 LA L L L L L L LB B
135.0 21.80 22.00 22.20 22.40
m/z 43.00 68.70%
o . 225.0 304.0
e e A e e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
R e A EEREE
21.80 22.00 22.20 22.40
5000 m/z 85.05 37.96%

1130 160.0 225.0 281.0 337.0 393.0 463.0 5610 615.0

L ==l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105904: Pentadecane, 2,6,10-trimethyl- R e e e
57.0 21.80 22.00 22.20 22.40
m/z 69.00 28.28%
5000

113.0
\ J“ 183.0 239.0

N SR

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21. 80 22. 00 22 20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122719\
Data File : BP001474.D

Acq On : 27 Dec 2019 23:16

Operator : JU

Sample - K6431-04

Misc :

ALS Vial : 20 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... 5.60 20.3 ng 152522 1 8.28 150537 20.0
unknown7 .93 7.93 116.4 ng 876129 1 8.28 150537 20.0
Undecanoic acid 16.47 5.7 ng 70811 4 15.57 249864 20.0
n-Tetracosanol-1 19.12 13.8 ng 173855 5 19.22 251935 20.0
Tetracosane 19.90 3.7 ng 46915 5 19.22 251935 20.0
Heneicosane, 11-d... 20.27 4.7 ng 53344 6 20.99 226310 20.0
Tricosane 21.10 4.7 ng 53387 6 20.99 226310 20.0
Octacosane 21.59 3.9 ng 44053 6 20.99 226310 20.0
Cyclotriacontane 21.72 5.6 ng 63589 6 20.99 226310 20.0
Hexadecane, l1-bromo- 22.15 2.9 ng 32301 6 20.99 226310 20.0
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