LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

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 F\METHODS\8270-BF031820.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 2.169 9 14 21 rVB 331920 443844 4 .65% 0.584%
2 5.087 506 510 517 rVB 125803 157432 1.65% 0.207%
3 5.469 569 575 578 rBVY 8304507 8978194 94.12% 11.806%
4 6.475 740 746 749 rBVY 7812651 8912016 93.42% 11.719%
5 6.675 777 780 783 rBV 179887 128878 1.35% 0.169%
6 6.851 807 810 814 rVB 2567171 2240063 23.48% 2.946%
7 7.010 833 837 841 rVB 7350847 6985546 73.23% 9.186%
8 7.416 900 906 909 rBVY 5750438 5876216 61.60% 7.727%
9 8.139 1024 1029 1032 rBvV 3418102 2901963 30.42% 3.816%
10 9.222 1207 1213 1216 rBvV 9868316 9539335 100.00% 12.544%

11 9.610 1275 1279 1282 rBV 1940207 1501194 15.74% 1.974%
12 9.898 1320 1328 1332 rVB 3631088 3107619 32.58% 4.086%
13 10.686 1456 1462 1465 rBV 6064226 5636330 59.09% 7.412%
14 11.386 1576 1581 1584 rBV 3438306 2951775 30.94% 3.882%
15 11.916 1667 1671 1682 rBV 949240 888034 9.31% 1.168%

16 12.598 1783 1787 1790 rBV2 129796 125584 1.32% 0.165%
17 12.698 1801 1804 1818 rBV 361270 416784 4._.37% 0.548%
18 12.974 1846 1851 1855 rBV 7620677 7470969 78.32% 9.824%
19 13.874 2000 2004 2011 rBV 1059681 1144999 12.00% 1.506%
20 14.021 2025 2029 2033 rBV 2094416 1981971 20.78% 2.606%

21 14.198 2056 2059 2064 rBV 192830 189035 1.98% 0.249%
22 14.504 2108 2111 2119 rBV 320163 335467 3.52% 0.441%
23 14.815 2160 2164 2168 rBV 337316 321030 3.37% 0.422%
24 15.163 2218 2223 2231 rBV 330703 452832 4._75% 0.595%
25 15.492 2274 2279 2284 rBV 1562868 1865162 19.55% 2.453%

26 15.545 2284 2288 2295 rVB 305609 400994 4._.20% 0.527%
27 15.992 2359 2364 2368 rBV 238537 373237 3.91% 0.491%
28 16.033 2368 2371 2380 rVB2 147363 232801 2.44% 0.306%
29 16.504 2446 2451 2457 rBV 134530 235851 2.47% 0.310%
30 17.115 2549 2555 2560 rBV3 68584 141694 1.49% 0.186%

31 17.827 2670 2676 2685 rVB5 41438 110028 1.15% 0.145%

Sum of corrected areas: 76046877
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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: BF119430.D
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Abundance TIC: BF119430.D
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF119430.D

8000000
6000000

4000000

14.02
2000000 15.49

13.87
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T
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o I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.17 3.96 ng 443844 1,4-Dichlorobenzene-d4 6.85
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 14 (2.169 min): BF119430.D (-9) (-) m/z 73.00 100.00%
7B
5000 43
55
87 L
| 2.20 2.30 2.40 2.50 2.60
S | I A — Y 52 o0 IR LY 1
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HRN AR AR RN RARRE
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 34.05%
29
e A R R S R SRR RN AR RARAN BARAN SRR BARSS SARN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 HUN AN U LU R U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.10 24 .29%
29
0 65 97 112 129
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R e Rasan R
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.63%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.02 ng 888034 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 78

Abundance Scan 1672 (11.922 min): BF119430.D (-1667) (-) m/z 59.95 100.00%

5000

11.60 11.80 12.00 12.20
m/z 43.05  97.54%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid

43 73

5000
11.60 11.80 12.00 12.20
2 213 m/z 72.95 92.07%
157 185
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 18
e R AN RSNk
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 79.51%
171
27 97
o 113 152 197214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 73 11.60 11.80 12.00 12.20
m/z 55.00 79.16%
5000 129

Ot e

T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.82 ng 416784 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 81
Abundance Scan 1804 (12.698 min): BF119430.D (-1801) (-) m/z 43.00 100.00%
8/ 73
e w/\_/\ﬁw
12.40 12,60 12.80 13.00
0 m/z 57.05 91.30%
miz--> 0 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
ile]
73
5000 IR BN S
129 12.40 12.60 12.80 13.00
97 185 - 284 m/z 73.00 89.33%
0| 18 Il-lll‘l .':|I-$.7.l .I. ||2|13|.| .l 2|6|5| e
miz--> 0 50 100 150 200 250 300 350
Abundance
43 | 73
12.40 12.60 12.80 13.00
5000 129 m/z 60.00 83.73%
97 199 242
ol15 157 180 223
miz--> 0 55 160 1%0 260 2éo 360 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.40 12.60 12.80 13.00
m/z 55.00 69.50%
73
5000 284
129
97
o ,.Hn.ﬂ.], ,J.\‘IKL LA i T N 17 coroere A
miz--> 0 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Docosene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.87 11.55 ng 1145000 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Cvcloeicosane 280 C20H40 000296-56-0 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2003 (13.868 min): BF119430.D (-2000) (-) m/z 57.00 100.00%
g7
83
5000
111
3 139 13.60 13.80 14.00 14.20
o 7 17 196 230252 802 ' "m/z 55.00 96.68%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55
97
5000
29 13.60 13.80 14.00 14.20
m/z 43.00 89.29Y%

125
0 2 L 153 181 308
- I T T T T I T T T T I T T T T I T T T T I T T T T I 1
m/z--> 50 100 150 200 250 300 350
Abundance
57

97 13 60 13.80 14.00 14.20
5000 m/z 83.05 T7T1.17%
125
29

0 79 154 182 224 252 9279297 328 348

— 7T T T

m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R R e

55 83 13 60 13. 80 14. 00 14 20
m/z 69.10 61.70%
5000 111 /A\
29
oL b IR 23 206 294
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20

8270-BF031820.M Thu Mar
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .50 3.39 ng 335467 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Sulfurous acid. butyl tridecvl e... 320 C17H3603S 1000309-18-0 91
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
Abundance Scan 2110 (14.498 min): BF119430.D (-2108) (-) m/z 57.00 100.00%
57
5000
99 IIIIIIIIIIIIIIIIIII
41175207 14.20 14.40 14.60 14.80
Olreky J-.J.ll!'.él.,.l.? A s 8 || M/2 43.05  62.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57
5000 LA DA LI B B
Mmmmmmmm
97 m/z 71.05 47 .90%
0 , 141 183 225 267 309 351 393 463 505 561 603
m/z--> 6 55 100 150 200 250 300 350 400 450 560 séo 660
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 85.10 36.18%
ol 26 %7 139 197531
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane RN EE e e Ea e e
57 14.20 14.40 14.60 14.80
m/z 55.00 27 .72%
5000

99
26 |, 141 183 225 281 323 379 421 463 506

A N - SRR S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.82 3.44 ng 321030 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2165 (14.821 min): BF119430.D (-2160) (-) m/z 57.10 100.00%
g7
5000 85
113 1460 14.:80 15.00 15.20
141 169
o..?‘.i,.-!.'l.ll.-l o9 a 267 . m/z 43.05 60.10%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AR SR BN UM B
85 14,60 14.80 15.00 15.20
m/z 71.05 52.77%
0 ﬁg { | 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 43.20%
113
oL 2 141 169169211 230 267 295 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B B e e
57 14.60 14.80 15.00 15.20
m/z 55.00 25.17%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1&'30 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.16 4.86 ng 452832 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane 310 C22H46 000629-97-0 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 2223 (15.163 min): BF119430.D (-2218) (-) m/z 57.00 100.00%
57
5000 85
13 14,80 15.00 15.20 15.40
141
ol b MW |y i 169 197 225 252 282 309 341 m/z 43.05 56.05%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 L DAL DU BRI LS B
mmmmmmmm
29 m/z 71.05 51.95%
113
0 | | i .]1 , 141 169 197 225 253 281 309 338
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance
57
85 14.80 15.00 15.20 15.40
5000 m/z 85.10 41.72%
29 113
0 141 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 22 .10%
5000 85
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367 T e
m/z--> 50 100 150 200 250 300 350 14. 80 15. oo 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.54 4_.30 ng 400994 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2287 (15.539 min): BF119430.D (-2284) (-) m/z 57.00 100.00%
57
5000 85
113 141 15.20 15.40 15.60 15.80
ol LI M a00008 225 266 sa | R S,
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 15.20 15.40 15.60 15.80

m/z 43.00 54 .58%

29
oL I 118141 169 197 205 253 281 323 351 380
A e e S
miz--> 50 100 150 200 250 300 350
Abundance
57
B S
15.20 15.40 15.60 15.80
5000 . m/z 85.05 39.65%
29
o 113 141 169 197 225 253 281 309 337 365 394
A O e S RN SR
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57 15.20 15.40 15.60 15.80
m/z 55.00 21.92%
5000 85
113
oL h ) J | Yt 169189 211 239 267 295 3p3 352
' : e e T
miz--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heneicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.99 4.00 ng 373237 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2364 (15.992 min): BF119430.D (-2359) (-) m/z 57.05 100.00%
57
5000 85
113 15.60 15.80 16.00 16.20 16.40
141
ol LA M des18s 211 253 o1 m/z 43.05 51.29%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR SR B R B
mmmmmmmmmm
29 m/z 71.10 48.11%
| | I ]1}3 141 169 197 225 253 296
U ”'“I""J T R e e e g WA A
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.05 42 .90%
. 29 13 141 169 197 225 253 205 323 367
m/z--> §o 160 150 260 250 360 3%0
Abundance #129498: Nonadecane, 2-methyl- B B e e e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 19.65%
5000
85
29 | 113
0 SR T T A/ tatiia et
m/z--> 50 100 150 200 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.50 ng 232801 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 87
5 1-Heptacosanol 396 C27H560 002004-39-9 87
Abundance Scan 2370 (16.027 min): BF119430.D (-2368) (-) m/z 57.10 100.00%
57
5000
125 RS A SURR B B
J' ‘ 153 181 221 282 355 15.80 16.00 16.20 16.40
okl - m. T e I B T m/z 97.00 71.56%
m/z--> 50 5 200 250 300 350 400
Abundance #215904: Octacosanol
57
5000 LR LRI SULBLE BB B
mmmmmmmm
}i‘ 125 m/z 43.00 70.49%
o %?_. I l 1153 181 209 236 264 202 322 _ 364 392
m/z--> éo 200 250 360 3%0 460
Abundance
57
o7 "' 15:80 16.00 16.20 1640
5000 m/z 55.05 70.13%
29 125
o 154 182 210 238 283 384
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #227400: Heptadecy! heptafluorobutyrate A REEmEEE S
57 15.80 16.00 16.20 16.40

m/z 83.10 66 .83%

5000
111

169
]139 210 238 283 434

o.lkqh... e S S el

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119430.D

Aca On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.53 ng 235851 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86

Abundance Scan 2450 (16.498 min): BF119430.D (-2446) (-) m/z 57.00 100.00%

5000

:

16.20 16.40 16.60 16.80
m/z 71.05 53.64%

113 141

0 183 208 267 295 430

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

-

16.20 16.40 16.60 16.80
m/z 43.10 48.91%

5000

113
141 169 197 225 253 280 309

351 379 407 436

04
miz--> 50 100 150 200 250 300 350 400
Abundance
57
S ettt
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 41.59%
29
. 113 141 169 197 225 253 295 323 367
e e X SN (NN
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane AT TR T
57 16.20 16.40 16.60 16.80
m/z 55.00 18.48%
29
ol || | M3 141 169 197 225 253 281 309 337 365 394
A e O R St
miz--> 50 100 150 200 250 300 350 400 16.20 16,40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031820\
Data File : BF119430.D

Acq On : 18 Mar 2020 22:24

Operator : CG/JU

Sample : L1949-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
Butane, 2-methoxy... 2.17 4.0 ng 443844 1 6.85 2240060 20.0
n-Hexadecanoic acid 11.92 6.0 ng 888034 4 11.39 2951780 20.0
Octadecanoic acid 12.70 2.8 ng 416784 4 11.39 2951780 20.0
1-Docosene 13.87 11.6 ng 1145000 5 14.02 1981970 20.0
Tetratetracontane 14 .50 3.4 ng 335467 5 14.02 1981970 20.0
Heptacosane 14.82 3.4 ng 321030 6 15.49 1865160 20.0
Tetracosane 15.16 4.9 ng 452832 6 15.49 1865160 20.0
Octacosane 15.54 4.3 ng 400994 6 15.49 1865160 20.0
Heneicosane 15.99 4.0 ng 373237 6 15.49 1865160 20.0
Octacosanol 16.03 2.5 ng 232801 6 15.49 1865160 20.0
Hentriacontane 16 .50 2.5 ng 235851 6 15.49 1865160 20.0
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