LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022120\

Data File : BF118996.D

Aca On : 21 Feb 2020 16:51 Instrument :

Operator : CG/JU E?Afs el
- _ lentosampleld :

3?22'6 : L1605-01 HAM-GW-02-10

ALS Vial : 8 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 5.381 556 560 572 rBV 1415317 1495993 35.80% 6.093%
2 6.393 729 732 743 rBV 997054 931468 22.29% 3.794%
3 6.757 790 794 802 rBV 907788 790612 18.92% 3.220%
4 6.916 816 821 824 rBVY 3189171 2993488 71.64% 12.193%
5 7.316 884 889 893 rBY 2116783 2231244 53.40% 9.088%
6 7.528 921 925 929 rVB 83834 70047 1.68% 0.285%
7 8.034 1007 1011 1015 rBV 1024511 950030 22.74% 3.870%
8 9.110 1190 1194 1198 rBV 4164092 4178235 100.00% 17.018%
9 9.504 1258 1261 1265 rBV 97795 74053 1.77% 0.302%
10 9.786 1305 1309 1313 rBVY 1109665 982580 23.52% 4.002%

11 10.575 1439 1443 1447 rBV 2062124 2018760 48.32% 8.223%
12 11.275 1558 1562 1565 rBV 938961 898893 21.51% 3.661%
13 11.804 1648 1652 1661 rBV 269252 317529 7.60% 1.293%
14 12.586 1782 1785 1790 rBV2 109490 124826 2.99% 0.508%
15 12.857 1826 1831 1834 rBV 3954208 3638759 87.09% 14.821%

16 13.433 1927 1929 1932 rVB2 56172 45481 1.09% 0.185%
17 13.757 1981 1984 1992 rBV 310005 456478 10.93% 1.859%
18 13.904 2006 2009 2013 rBV 878797 865798 20.72% 3.526%
19 14.074 2036 2038 2042 rVB 90527 79217 1.90% 0.323%
20 14.374 2087 2089 2093 rBV 117793 120985 2.90% 0.493%

21 14.674 2138 2140 2144 rVB2 182734 162669 3.89% 0.663%
22 14.998 2192 2195 2199 rVB 162279 183448 4_.39% 0.747%
23 15.333 2248 2252 2261 rVB 620294 940971 22.52% 3.833%

Sum of corrected areas: 24551564
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022120\

Data File : BF118996.D

Aca On - 21 Feb 2020 16:51

Operator : CG/JU

ﬁ?ggle i L1605-01 HAM-GW-02-10
ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BF118996.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022120\

Data File : BF118996.D

Aca On - 21 Feb 2020 16:51

Operator : CG/JU

ﬁ?ggle i L1605-01 HAM-GW-02-10
ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.80 7.06 ng 317529 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 68
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 55
Abundance Scan 1651 (11.798 min): BF118996.D (-1648) (-) m/z 73.00 100.00%
78
60 AL‘
43
5000
129
7 213 R N IR A B
01115 | |, 157171185 (7 256 11,40 11.60 11.80 12.00 12.20
0 m/z 60.00 72 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129
11.40 11.60 11.80 12.00 12.20
m/z 43.00 64 .14%
1JJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11:40 11.60 11.80 12.00 12.20
5000 m/z 55.05 56.29%
129
29 87 115 171185 214
o - W 0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid L
43 60 7B 11.40 11.60 11.80 12.00 12.20
m/z 41.00 55.08%
129
5000 29 M%MﬁwﬁwarmﬂWAthmdthwﬂw
0 L e B
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\BF022120\

Data File : BF118996.D

Aca On - 21 Feb 2020 16:51

Operator : CG/JU

ﬁ?ggle i L1605-01 HAM-GW-02-10
ALS Vial : 8 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.59 2.78 ng 124826 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 1786 (12.592 min): BF118996.D (-1782) (-) m/z 73.00 100.00%

5000

04 12.20 12.40 12.60 12.80 13.00
0 350 m/z 60.00 69.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131262: Octadecanoic acid

5000
12.20 12.40 12.60 12.80 13.00
m/z 43.00 69.65%
(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
73
43 e o AR RS o
12.20 12.40 12.60 12.80 13.00
5000 129 m/z 55.05 54.93%
185 228
97
ol.26 149166 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107548: n-Hexadecanoic acid B B o
43 3 12.20 12.40 12.60 12.80 13.00
m/z 57.00 50.76%
5000 256

213

157
2 185

T T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.20 12.40 12.60 12.80 13.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022120\

Data File : BF118996.D

Aca On - 21 Feb 2020 16:51

Operator : CG/JU

ﬁ?ggle i L1605-01 HAM-GW-02-10
ALS Vial : 8 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 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.76 10.54 ng 456478 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 87
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87
Abundance Scan 1985 (13.763 min): BF118996.D (-1981) (-) m/z 57.10 100.00%
57 83
5000 111 M
N U AU B
139 13.40 13.60 13.80 14.00
182 248 276300
ok A4 L 1 it B0 22T 032830 388+ m/z 83.05 84.39%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
g7
83
5000 N U AU B
29 13.40 13.60 13.80 14.00
m/z 69.05 83.29%
o J 1] 139 167 196 224 252 280
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
55 83
13.40 13.60 13.80 14.00
5000 11 m/z 97.10 81.48%
29
. 139167196224252280308 «wﬂﬂkmﬁvﬂva\NANwN/kﬁfm%
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene R EE R E s
43 13.40 13.60 13.80 14.00
m/z 43.05 79.72%
5000 83
MJ 111
0 | 139167196224 267292 321 462 490
m/z--> 0 50 100 150 200 250 300 350 400 450 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022120\

Data File : BF118996.D

Aca On - 21 Feb 2020 16:51

Operator : CG/JU

ﬁ?ggle i L1605-01 HAM-GW-02-10
ALS Vial : 8 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 Hexadecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .37 2.79 ng 120985 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Octacosane 394 C28H58 000630-02-4 93
4 Nonacosane 408 C29H60 000630-03-5 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2088 (14.369 min): BF118996.D (-2087) (-) m/z 57.10 100.00%
57
85
5000
L 123 150 178 211534261 295 339 368390413 442 14.00 14.20 14.40 14.60
ol m/z 71.10 78 .50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #184946: Hexadecane, 1-iodo-

2

5000

14,00 14.20 14.40 14.60
m/z 85.05 63.47%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
e
14.00 14.20 14.40 14.60
5000 o5 m/z 43.00 59.15%
29 5
. 113 141 169 197 295 254
A A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane L BT o e
57 14.00 14.20 14.40 14.60
m/z 55.10 34 .86%
5000 85 W
29
o I ‘113‘141 169 197 225 253 281 309 337 365 394
A e e S R e T
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022120\
Data File : BF118996.D

Aca On : 21 Feb 2020 16:51

Operator : CG/JU

Sample : L1605-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octadecane, l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.67 3.46 ng 162669 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentacosane 352 C25H52 000629-99-2 83
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 83
Abundance Scan 2139 (14.669 min): BF118996.D (-2138) (-) m/z 57.10 100.00%
57
85
5000
113 14.40 14.60 14.80 15.00
141169 211238 301 410438 468
Ol A AR5, 2 230209 907 397 9820480 22 | "nm/z 71.10 82.26%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202263: Octadecane, 1-iodo-
57
85
5000 L B SIS BRI B
mmmmmmmm
13 253 m/z 85.10 61.04%
29 141169197 l
'S ' I 2 . -t —
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
14.40 14.60 14.80 15.00
5000 a5 m/z 43.10 56.32%
o 113141169197 23967204323 352
IR FUELEL DAL UL SIS SIS UL LIS L SR B
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425:; Heneicosane AR
57 14.40 14.60 14.80 15.00
m/z 99.05 22.77%
5000 85
29
. | | M3141169197 205053 206
m/z--> ) 5'0 1(')0 1%0 2(')0 25'30 3(')0 351;0 4(')0 4&'30 5(')0 14.40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022120\

Data File : BF118996.D

Aca On - 21 Feb 2020 16:51

Operator : CG/JU

ﬁ?ggle i L1605-01 HAM-GW-02-10
ALS Vial : 8 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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.90 ng 183448 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2195 (14.998 min): BF118996.D (-2192) (-) m/z 57.10 100.00%
57
85
5000
141 169 197 300 14.60 14.80 15.00 15.20 15.40
ol l,J | J| Ly 197220245 275300326 359 391410440 100700 84 91%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
5000 85 AR DR DA B B
mmmmmmmmmm
m/z 85.10 61.20%
. 29 113 141 169 107 205 253 205323 367
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance
57
14,60 14.80 15.00 15.20 15.40
5000 85 m/z 43.10 48 .78%
113
oL 2 141169 211 239 267 295 323 352
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #141426: Heneicosane N e o
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 22.53%
85
5000
29 113
o | 717141 169 197 225 253 296
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 4&1;0 14. 60 14. 80 15. oo 15. 20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF022120\

Data File : BF118996.D

Acg On : 21 Feb 2020 16:51

Operator : CG/JU

3?22'6 i L1605-01 HAM-GW-02-10
ALS Vial : 8 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]
n-Hexadecanoic acid 11.80 7.1 ng 317529 4 11.27 898893 20.0
Octadecanoic acid 12.59 2.8 ng 124826 4 11.27 898893 20.0
3-Eicosene, (E)- 13.76 10.5 ng 456478 5 13.90 865798 20.0
Hexadecane, 1-iodo- 14.37 2.8 ng 120985 5 13.90 865798 20.0
Octadecane, 1-iodo- 14.67 3.5 ng 162669 6 15.33 940971 20.0
Hexacosane 15.00 3.9 ng 183448 6 15.33 940971 20.0
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