LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 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-BF022020.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 4.916 478 481 491 rBV 139374 189962 5.21% 0.687%
2 5.351 552 555 574 rBVY 1371838 1941272 53.25% 7.022%
3 5.522 583 584 602 rVB2 31788 65114 1.79% 0.236%
4 6.375 726 729 748 rBY 1787284 2076613 56.96% 7.512%
5 6.722 785 788 796 rBV 740486 612297 16.80% 2.215%
6 6.881 811 815 828 rVB 1915834 1876356 51.47% 6.787%
7 7.287 880 884 896 rBVY 1460531 1388334 38.08% 5.022%
8 8.004 1002 1006 1015 rBV 910226 818258 22.45% 2.960%
9 9.081 1184 1189 1192 rBV 3160526 2935125 80.51% 10.617%
10 9.475 1252 1256 1265 rBV 216283 184914 5.07% 0.669%

11 9.757 1300 1304 1313 rVB 1129308 1030589 28.27% 3.728%
12 10.545 1434 1438 1451 rBV 1976878 2032571 55.76% 7.352%
13 11.239 1552 1556 1564 rBV 1285155 1111929 30.50% 4.022%
14 11.774 1641 1647 1664 rBV 727253 1018808 27.95% 3.685%
15 12.174 1700 1715 1727 rBV 86432 362596 9.95% 1.312%

16 12.463 1760 1764 1766 rBV 36115 51122 1.40% 0.185%
17 12.557 1774 1780 1792 rBV 412009 620404 17.02% 2.244%
18 12.821 1821 1825 1829 rBV 3796905 3645450 100.00% 13.186%
19 13.510 1930 1942 1955 rBV3 157345 513530 14.09% 1.858%
20 13.716 1973 1977 1992 rBV 268892 403459 11.07% 1.459%

21 13.880 2001 2005 2014 rVB 1129617 1106451 30.35% 4.002%
22 14.033 2027 2031 2033 rBV2 68365 82954 2.28% 0.300%
23 14.274 2066 2072 2079 rBV2 133576 270430 7.42% 0.978%
24 14.339 2079 2083 2091 rVB2 87135 123256 3.38% 0.446%
25 14.633 2128 2133 2138 rVB 153301 189902 5.21% 0.687%

26 14.704 2141 2145 2151 rVB 53297 62336 1.71% 0.225%
27 14.892 2171 2177 2182 rBV4 47449 119078 3.27% 0.431%
28 14.945 2182 2186 2191 rVB 251379 315271 8.65% 1.140%
29 15.304 2241 2247 2262 rVB2 1005173 1493476 40.97% 5.402%
30 15.704 2308 2315 2321 rBV 274135 441039 12.10% 1.595%

31 15.768 2322 2326 2339 rVB9 32744 91127 2.50% 0.330%
32 16.168 2388 2394 2407 rVB 167985 316734 8.69% 1.146%
33 16.715 2481 2487 2494 rVB4 57471 110179 3.02% 0.399%
34 17.351 2593 2595 2605 rVB7 23383 44755 1.23% 0.162%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 27645691
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030620\

BF119252.D

6 Mar 2020 16:15

CG/Ju

L1792-01

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 7

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

4.92 6.20 ng 189962 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
3 Guanidine 59 CH5N3 000113-00-8 37
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
5 2,4-Pentanedione, 3-(l-methyleth... 142 C8H1402 001540-38-1 10

Abundance Scan 482 (4.922 min): BF119252.D (-478) (-) m/z 43.00 100.00%
43
59
5000 101
ey 83 4.60 480 500 520
S e Lt 1 N S m/z 59.10 73.13%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
ile}
5000 59

460 4.80 5.00 5.20
m/z 101.00  35.53%

25 31 37 83 o3 01
0...,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59
R RN Al REamE
460 4.80 5.00 5.20
5000 m/z 58.00 17.02%
43
31 83 101
15 37 53 65 71
O T L i o o B I B o o e I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #256: Guanidine
4 59 460 4.80 5.00 5.20
m/z 41.00 11.15%
5000 18
28
12 AN il ‘
O T e e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 unknown5.52 Concentration Rank 14

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

5.52 2.13 ng 65114 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Chloride 64 C2H5CI 000075-00-3 9
2 Propanoic acid. 2-chloro- 108 C3H5CI102 000598-78-7 9
3 Propanoic acid. 2-chloro-. ethvl... 136 C5H9CIO2 000535-13-7 8
4 Ethene. trifluoro- 82 C2HF3 000359-11-5 4
5 Hepta-4,6-diyn-2-ol 108 C7H80 1000154-66-3 4

Abundance Scan 584 (5.522 min): BF119252.D (-583) (-) m/z 64.00 100.00%
64 112
5000
40 83 92
| | || | || 73 520 5.40 5.60 5.80
| S A SPU 1§ A A D ) m/z 112.00 91.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #352: Ethyl Chloride
64
5000
520 5.40 5.60 5.80
49 m/z 63.00 65.68%
15 35
0'“v”“vl 'hﬂ'J“”“IL”P'”P”W'”W“'W””I””P'”P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
27
64 520 540 5.60 5.80
5000 45 m/z 49.90 37.12%
55
o 15 35 73 91 108
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16065: Propanoic acid, 2-chloro-, ethyl ester e AR
29 520 5.40 5.60 5.80
m/z 48.90 34 .75%
63
5000
1
oL 15 || s % || 73 99 108 121 136
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.77 18.33 ng 1018810 Phenanthrene-d10 11.24
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 1646 (11.769 min): BF119252.D (-1641) (-) m/z 73.00 100.00%

73
a3 &0
5000 129
85 213 e ———————

g 115 | 5157171185 1 . 256 11,40 11.60 11.80 12.00

o} m/z 60.00 71.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129 B RERREATE S S
11. 40 11. 60 11. 80 12. 00

m/z 43.10 64 .20%

213
,Ju 143 157171 185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_

11.40 11.60 11.80 12.00

5000 m/z 41.05 57.22%
29
129
87 115 171 214
101 143157 | 185
0 198
L e A s S A S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid R B
43 60 73 11. 40 11. 60 11. 80 12. 00

m/z 55.05 55.38%

T

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00

5000

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Sulfurous acid, 2-propyl un... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.17 6.52 ng 362596 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1714 (12.169 min): BF119252.D (-1700) (-) m/z 57.00 100.00%
57
5000
99
141 11.80 12.00 12.20 12.40
211 262
oty l,'i e m/z 71.10 92.71%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #125659: Sulfurous acid, 2-propyl undecy! ester
43
5000 SRR AUSALRA SRR B
85 11,80 12.00 12.20 12.40
m/z 85.10 74 .14%
oh _ 1551g9
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
11.80 12.00 12.20 12.40
5000 m/z 43.10 61.06%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane LI LN L L L N DL B
57 11.80 12.00 12.20 12.40
m/z 55.00 27 .82%
5000
99
N | ; 141 183 225 267 309 367
Tt 1T |||||||||||||||||||||||| TT T T[T T T T [TTTT TTTT[TTT —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
mz-> 0 50 100 1&'30 200 250 300 350 400 450 500 550 600 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.56 11.16 ng 620404 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 47
Abundance Scan 1781 (12.563 min): BF119252.D (-1774) (-) m/z 73.00 100.00%
5000 Avjk\xy__J_
12:20 12,40 12.60 12.80
(o} m/z 60.00 72 .24%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
8B 7
5000 129 RS DARSUARR BEE
nmnmnmnm
9 185 oa 284 m/z 43.10 69.25%
oL15 Lty | e | e |
m/z--> 50 100 1éo 260 2%0 300 3éo
Abundance
43
73 12:20 12,40 12.60 12.80
5000 o84 m/z 55.05 59.97%
129
97
185
ol bl by 357 TS e | su a2
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid T e T
43 73 12.20 12.40 12.60 12.80
m/z 57.10 59.37%
5000 129
199 242
157
0! ‘HIHMH .‘ p'8¢)‘ — — R e R
m/z--> 50 m m m 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.51 9.28 ng 513530 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1942 (13.510 min): BF119252.D (-1930) (-) m/z 57.05 100.00%
57
85
5000
141 13.20 1340 13.60 13.80
169 197
- 25 28 m/z 71.05 92.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 IR AU SRR
Bmmmmmmm
113 m/z 85.05 74.71%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57
13.20 1340 13.60 13.80
5000 a5 m/z 43.05 56.19%
o 13 141 169 197 239 267 204 303 352
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #141426: Heneicosane e
57 13.20 13.40 13.60 13.80
m/z 99.10 27 .58%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3%0 4(|)O 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.29 ng 403459 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1978 (13.721 min): BF119252.D (-1973) (-) m/z 83.05 100.00%
57, 83
o 1 &ﬂ\/k,_/¥
RS BN BN
139 13.40 13.60 13.80 14.00
168
ol Ll 22000 28 Tw/z 97.10 94.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000 A DA S
11 1340 13.60 13.80 14.00
0
- | 169 0 m/z 57.10 93.69%
0 || 1 I. A | Il13lg. I ] | 255 406
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
13.40 13.60 13.80 14.00
5000 11 m/z 69.05 91.72%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1 A B e e
55 83 13.40 13.60 13.80 14.00
m/z 55.05 82.27%
B | JJ\‘A\__/\\
29
0 Jl \ | Jll?g 168 196 238 266
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .27 4.89 ng 270430 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2071 (14.268 min): BF119252.D (-2066) (-) m/z 71.05 100.00%
7
43
5000
99 ot T S e
127
155 183 211 14.00 14.20 14.40 14.60
oLk .l.v,.".-l..1,'.-..-.‘,.'.'.2:?9,..2??,....,....,...., m/z 57.05 99.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

14,00 14.20 14.40 14.60
m/z 85.10 64.74%

5000

141 169 197 225 365 393

267 295

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 43.05 53.32%
29
. 113 141 169 107 225 253 295 323 367
T T T T [ T T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane B B
57 14.00 14.20 14.40 14.60
m/z 69.05 23.83%
5000
85
29 113 14
L2 | L)1 |77, 141 169 107 205 253 280 309 351 379 407 436
T T T e e e e L R i
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 13 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.70 5.91 ng 441039 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2314 (15.698 min): BF119252.D (-2308) (-) m/z 57.05 100.00%
57
85
5000
| ] 1|1113 141 169 197 239 267 15.40 15.60 15.80 16.00
R 0 0 0 O 0 e A L —— m/z 71.10 91.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
15.40 15.60 15.80 16.00
m/z 85.10 69.67%
29 113
oL Il 177,141 169 197 225 253 295 323 367
m/z--> §o 160 1éo 260 250 360 3éo 460
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.00 60.87%
113 141
0 29 169 197 225 253 281 309 337 365 393 422
m/z--> §o 160 1éo 260 2%0 360 3éo 460
Abundance #185533: Pentacosane e B R E e
57 15.40 15.60 15.80 16.00
m/z 99.05 25.13%
5000 85
113
oL 2| Ly L Mt ae0 211 239 267 205 323 352
m/z--> §o 160 1éo 260 250 360 3éo 460 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030620\
Data File : BF119252.D

Aca On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 14 Eicosane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.17 4.24 ng 316734 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2394 (16.168 min): BF119252.D (-2388) (-) m/z 57.10 100.00%
57
85
5000
““3 141 15.80 16.00 16.20 1640
169 197 : : : :
ol b b 19097 225 288 205 08 9358k
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57
15.80 16.00 16.20 16.40
m/z 85.05 T1.77%
113
141 182 281
oL A LAy W T 21 252 B 308 337
m/z--> 50 100 150 200 250 300 350
Abundance
43
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—
71 15.80 16.00 16.20 16.40
5000 m/z 43.00 57 .02%
224
99
o 127 155 183 253 295 323 364
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane B e B
57 15.80 16.00 16.20 16.40
m/z 55.00 26 .06%
- | ]u\w
o 29| I ] M2 141 160 197 25 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030620\
Data File : BF119252.D

Acq On : 6 Mar 2020 16:15

Operator : CG/JU

Sample : L1792-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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... 4.92 6.2 ng 189962 1 6.72 612297 20.0
unknown5 .52 5.52 2.1 ng 65114 1 6.72 612297 20.0
n-Hexadecanoic acid 11.77 18.3 ng 1018810 4 11.24 1111930 20.0
Sulfurous acid, 2... 12.17 6.5 ng 362596 4 11.24 1111930 20.0
Octadecanoic acid 12.56 11.2 ng 620404 4 11.24 1111930 20.0
Triacontane 13.51 9.3 ng 513530 5 13.88 1106450 20.0
Heptafluorobutyri... 13.72 7.3 ng 403459 5 13.88 1106450 20.0
2-methyloctacosane 14 .27 4.9 ng 270430 5 13.88 1106450 20.0
Hexacosane 15.70 5.9 ng 441039 6 15.30 1493480 20.0
Eicosane, 7-hexyl- 16.17 4.2 ng 316734 6 15.30 1493480 20.0
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