LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119071.D
Aca On : 25 Feb 2020 18:18 Instrument :
Operator : CG/JU E?Afs el

- _ lentosampleld :
3?2?:'6 - H1671-03 E156-B4-022420-GW
ALS Vial : 9 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 4.481 401 407 416 rBB 205788 253244 3.30% 0.527%
2 4_.975 488 491 501 rvB 60261 79591 1.04% 0.166%
3 5.381 557 560 581 rBVY 2435490 2638846 34.38% 5.494%
4 6.392 728 732 744 rBVY 1710169 1730473 22.54% 3.603%
5 6.751 789 793 801 rBVY 1440408 1209667 15.76% 2.518%
6 6.910 815 820 823 rBVY 4749906 4824695 62.85% 10.045%
7 7.316 883 889 892 rBVY 3027833 3807262 49.60% 7.926%
8 7.639 941 944 952 rVB 76245 80339 1.05% 0.167%
9 8.033 1005 1011 1016 rBvV 1569648 1591478 20.73% 3.313%
10 8.398 1065 1073 1082 rBV 182225 301662 3.93% 0.628%

11 9.110 1187 1194 1197 rBV 6617362 7676108 100.00% 15.981%
12 9.210 1205 1211 1217 rVB2 76294 96703 1.26% 0.201%
13 9.498 1254 1260 1264 rBV 369930 367206 4.78% 0.764%
14 9.786 1302 1309 1312 rBV 1962882 1972427 25.70% 4.106%
15 9.998 1341 1345 1353 rBvV 95725 98883 1.29% 0.206%

16 10.574 1437 1443 1447 rBV 4571130 5204066 67.80% 10.834%
17 11.133 1534 1538 1544 rBV2 213934 187911 2.45% 0.391%
18 11.268 1555 1561 1564 rBV 2272877 2023780 26.36% 4.213%
19 11.804 1646 1652 1662 rBV2 940012 1062691 13.84% 2.212%
20 12.586 1781 1785 1796 rBV 506233 606633 7.90% 1.263%

21 12.857 1825 1831 1834 rBV 6628850 7191125 93.68% 14.971%
22 13.751 1979 1983 1992 rBV 519018 721751 9.40% 1.503%
23 13.904 2002 2009 2016 rBV 1844794 1818161 23.69% 3.785%
24 14.068 2034 2037 2043 rVB 99874 93588 1.22% 0.195%
25 14.368 2085 2088 2100 rBV 138032 176273 2.30% 0.367%

26 14.668 2135 2139 2142 rVB 161047 150666 1.96% 0.314%
27 14.986 2189 2193 2197 rBV 170430 185385 2.42% 0.386%
28 15.333 2246 2252 2265 rVB 1042212 1514572 19.73% 3.153%
29 15.751 2318 2323 2328 rBV 114142 164409 2.14% 0.342%
30 15.815 2328 2334 2340 rBv4 38977 92925 1.21% 0.193%

31 16.227 2398 2404 2408 rBV2 61187 110593 1.44% 0.230%

Sum of corrected areas: 48033113
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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\HPCHEMI\BNA F\DATA\BF022520\

BF119071.D

25 Feb 2020 18:18

CG/Ju

L1671-03 E156-B4-022420-GW
9 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119071.D

Aca On : 25 Feb 2020 18:18

Operator : CG/JU

3?22 le L1671-03 E156-B4-022420-GW
ALS Vial : 9 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 3 Nonanoic acid Concentration Rank 6

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

8.40 3.79 ng 301662 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 78
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 43
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 43
5 Pentanoic acid 102 C5H1002 000109-52-4 43

Abundance Scan 1073 (8.398 min): BF119071.D (-1065) (-) m/z 73.00 100.00%
60 7B
5000 41
115 499
87 og
8.00 8.20 8.40 8.60 8.80
o} m/z 60.00 98.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30180: Nonanoic acid
60 73
41
5000 T T T T T T T T T
29 8.00 820 8.40 8.60 8.80
m/z 57.10 52.49Y%
o 15 5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
73 8.00 820 8.40 8.60 8.80
5000 43 m/z 41.05 47 .29%
101
29 8 115
ob. 15 51 93 129 144
WWWWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8133: Pentanoic acid, 3-methyl- T P T T T T
60 8.00 820 8.40 8.60 8.80
m/z 54.95 38.03%
5000
41 87
0 J\\so\‘\ 73 101 115
m/z--> 1'0 2'0 3'0 4'0 50 60 7'0 80 9'0 1(')0 110 12'0 13"0 14'10 1&1,0 1('30 8. oo 8. I20 8. 40 8. 530 8. I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119071.D

Aca On : 25 Feb 2020 18:18

Operator : CG/JU

3?22 le L1671-03 E156-B4-022420-GW
ALS Vial : 9 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.
11.80 10.50 ng 1062690 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 1651 (11.798 min): BF119071.D (-1646) (-) m/z 73.00 100.00%
73
60
43
5000 A\
129
7 157 213 e T
01115 | a120171185, 00 1 256 1140 1160 11.80 12.00 12.20
0 m/z 60.00 74 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR DR BN S B
nmnmnmnmnm
m/z 43.05 66.43%

213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43 60 73

11. 40 11. 60 11. 80 12. 00 12 20

5000 m/z 41.05 59.51%
29
129
87 115 171 214
101 143157 185
0 198

R R B s o e A RARAS Ea s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid S
43 60 73 11. 40 11. 60 11. 80 12. 00 12 20

m/z 57.00 57.20%

5000 129
29
199
143157171185 242
oL 15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022520\
Data File : BF119071.D

Aca On : 25 Feb 2020 18:18

Operator : CG/JU

Sample : L1671-03

Misc :

ALS Vial : 9 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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.59 6.00 ng 606633 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1786 (12.592 min): BF119071.D (-1781) (-) m/z 73.00 100.00%
5000
12.20 12.40 12.60 12.80 13.00
0 m/z 59.95 69.14%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
/87
5000 129
12.20 12.40 12.60 12.80 13.00
97 185 o 2B m/z 43.05 66.84%
o 15 " .115.7| I2].'3| I 265 \
m/z--> 50 100 1éo 260 250 360 3éo
Abundance
43 73
12120 12,40 12.60 12.80 13.00
5000 129 m/z 57.00 61.11%
97 199 242
157
180
L L L L WL WL B
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R e e LA RR R
43 12.20 12.40 12.60 12.80 13.00
m/z 55.10 56.21%
73
5000 284
129
97
. B A R TR
m/z--> 5'0 1(')0 150 2(')0 251,0 300 3&'30 12.'20 12.'40 12.|60 12.|80 13.'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119071.D

Aca On : 25 Feb 2020 18:18

Operator : CG/JU

3?22 le L1671-03 E156-B4-022420-GW
ALS Vial : 9 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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 7.94 ng 721751 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan 1983 (13.751 min): BF119071.D (-1979) (-) m/z 83.10 100.00%

5000 \

13 40 13.60 13.80 14.00
167 196 280
O S 220 252 m/z 57.05 94.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)-
41
_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—rr

5000
13.40 13.60 13.80 14.00
m/z 97.05 86.54%

24|
Otrrrprtrrtr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 83

139

41 13.40 13.60 13.80 14.00
5000 i m/z 69.05 86.19%
oL 25 126 154169 191 210 238 265 205
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol e RRARAEsEEE A
55 13.40 13.60 13.80 14.00
m/z 55.05 77.48%
5000
29 139 6
ol 167182 210 238 264280 308
(R A - e s e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119071.D

Aca On : 25 Feb 2020 18:18

Operator : CG/JU

3?22 le L1671-03 E156-B4-022420-GW
ALS Vial : 9 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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.45 ng 185385 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2194 (14.992 min): BF119071.D (-2189) (-) m/z 57.00 100.00%
57
85
5000
, [ 19 109 107 15 253 e 14160 1480 15,00 1520 1540
ol b o L |y N5 28 28 Tz 71.05  94.13Y%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
14.60 14.80 15.00 15.20 15.40
- m/z 85.10 70.38%
ol I 13,241 169 107 225 53 338
m/z--> 55 160 150 260 250 300 3éo
Abundance
43 WMJ
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
71 14.60 14.80 15.00 15.20 15.40
5000 m/z 43.05 53.78%
9 197
155 183202 225 253 295 337
e L L L [ W L W WL AMJ
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2-methylhexacosane A o I B S
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 27 .38%
85
5000
113
o 29 | ‘,} | 734 169 197 225 253 281 309 337 365
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&'30 14.|60 14.|80 15.'00 15.'20 15.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF022520\

Data File : BF119071.D

Aca On : 25 Feb 2020 18:18

Operator : CG/JU

3?22 le L1671-03 E156-B4-022420-GW
ALS Vial : 9 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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.75 2.17 ng 164409 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2323 (15.751 min): BF119071.D (-2318) (-) m/z 57.00 100.00%

57
85
5000
41160 107 25 27 1540 1560 1580 1600

0..-.|,.- l|1“ e m/z 71.10 98.26%

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
85

5000
15.40 15.60 15.80 16.00
m/z 85.05 70.89%

113
oL20) {4 I ]1?11169 197 225 253 281 309 337 365 393 422
e b S e R AN L s B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.00 57.70%
29
. 13 141 160 107 225 253 205 323 367
e o o St L A
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl- N B E e St
57 15.40 15.60 15.80 16.00
m/z 99.10 27.18%
85
5000
140
29 jr1 | 067
oL b i 4 ‘,.“..?9,7...2?9.... —
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF022520\

Data File : BF119071.D

Acq On : 25 Feb 2020 18:18

Operator : CG/JU

3?22 le L1671-03 E156-B4-022420-GW
ALS Vial : 9 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]
Nonanoic acid 8.40 3.8 ng 301662 2 8.03 1591480 20.0
n-Hexadecanoic acid 11.80 10.5 ng 1062690 4 11.27 2023780 20.0
Octadecanoic acid 12.59 6.0 ng 606633 4 11.27 2023780 20.0
3-Eicosene, (E)- 13.75 7.9 ng 721751 5 13.90 1818160 20.0
Tetracosane 14.99 2.5 ng 185385 6 15.33 1514570 20.0
Triacontane 15.75 2.2 ng 164409 6 15.33 1514570 20.0
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