LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027183.D

Aca On : 21 Aug 2020 23:18

Operator : JU/CG

Sample : L3729-16

Misc :

ALS Vial : 11 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 M\METHODS\8270-BM082120.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 5.234 374 382 391 rBVY 1581720 2216385 38.45% 6.602%
2 6.799 640 648 657 rBY 1590102 2401750 41.67% 7.154%
3 7.610 779 786 795 rBV 471259 739399 12.83% 2.202%
4 8.757 972 981 989 rBV 993591 1650400 28.63% 4.916%
5 10.381 1249 1257 1264 rBV 567039 965247 16.75% 2.875%
6 12.869 1673 1680 1687 rBVY 2608929 3730872 64.73% 11.113%
7 13.169 1723 1731 1736 rBV2 54897 87666 1.52% 0.261%
8 13.710 1817 1823 1832 rBV 271680 369712 6.41% 1.101%
9 14.251 1908 1915 1923 rBV 909073 1320423 22.91% 3.933%
10 14.692 1985 1990 1996 rBvV 47812 81526 1.41% 0.243%

11 15.739 2162 2168 2178 rBV 2076858 2932663 50.88% 8.735%
12 16.198 2236 2246 2249 rBV 75291 150993 2.62% 0.450%
13 16.245 2249 2254 2259 rvv2 179123 379594 6.59% 1.131%
14 16.292 2259 2262 2272 rVB 110741 197870 3.43% 0.589%
15 16.792 2343 2347 2354 rVB3 49779 86942 1.51% 0.259%

16 16.945 2369 2373 2376 rBV2 63956 81228 1.41% 0.242%
17 16.992 2376 2381 2386 rVV 1104370 1575705 27.34% 4.693%
18 17.033 2386 2388 2393 rVB 84962 109441 1.90% 0.326%
19 17.915 2533 2538 2548 rBV 565334 816962 14.17% 2.433%
20 18.686 2665 2669 2673 rBV2 51119 64474 1.12% 0.192%

21 19.057 2728 2732 2740 rBV 217281 343593 5.96% 1.023%
22 19.204 2753 2757 2768 rBV2 424451 635982 11.03% 1.894%
23 19.421 2790 2794 2802 rVB 272060 385456 6.69% 1.148%
24 19.639 2825 2831 2838 rBB 4787907 5763735 100.00% 17.168%
25 20.345 2944 2951 2961 rBV 1237669 1587114 27.54% 4.727%

26 20.927 3046 3050 3061 rvB2 758598 1005885 17.45% 2.996%
27 21.192 3089 3095 3099 rBV 1583989 2117851 36.74% 6.308%
28 23.380 3461 3467 3473 rBV 1039647 1773766 30.77% 5.283%

Sum of corrected areas: 33572634
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\
Data File : BM027183.D

Aca On : 21 Aug 2020 23:18

Operator : JU/CG

Sample : L3729-16

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082120.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: BM027183.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027183.D

Aca On : 21 Aug 2020 23:18

Operator : JU/CG

Sample : L3729-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.25 4.82 ng 379594 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 80
2 3-Trifluoroacetoxv-6-ethvldecane 282 C14H25F302 116436-59-0 47
3 Pentafluoropropionic acid. dodec... 332 C15H25F502 006222-04-4 43
4 3-Propionvloxvpentadecane 284 C18H3602 1000245-63-1 43
5 Acetic acid, 3,7,11,15-tetrameth... 340 C22H4402 1000193-63-0 38
Abundance Scan 2255 (16.251 min): BM027183.D (-2249) (-) m/z 57.10 100.00%
57
5000 N-_~ﬁgk“v,Jﬂ/b\\~ANVMm,N,M,
ol B 140 " 16.00 16,20 16.40 16.60
ohrrrrrdbod ol b 125007 sauge21s  am e B e 976,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000 LR SR B IR S
16.00 16.20 16.40 16.60
a1 83 m/z 83.10 16.72%
0L18 b L 1 1?0157 196213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
41 HRA U SRR BN B
16.00 16.20 16.40 16.60
5000 a3 m/z 69.05 16.49%
112
o 139 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #170432: Pentafluoropropionic acid, dodecy! ester B B mEs B
16.00 16.20 16.40 16.60
m/z 85.05 13.78%
B \QL
o} e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60

8270-BM082120.M Mon Aug 24 17:53:18 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027183.D

Aca On : 21 Aug 2020 23:18

Operator : JU/CG

Sample : L3729-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 Z-2-Dodecenol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.29 2.51 ng 197870 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-2-Dodecenol 184 C12H240 069064-36-4 60
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 58
3 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 56
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 53
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 53
Abundance Scan 2262 (16.292 min): BM027183.D (-2259) (-) m/z 57.10 100.00%
57
5000 —v-¢~JhAVdJﬂ/b\\hANVmeawwﬂj
| 8 116,00 16,20 16.40 16.60
125 178196213 : : : :
ol 1 .|-.’1?1.l gl A6%S m/z 69.10 22.20%
m/z--> 50 100 150 200 250 300
Abundance #48726: Z-2-Dodecenol
57
82
5000 AU SRR BN B
16.00 16.20 16.40 16.60
00 .0 166 m/z 41.10 19.94%
0 T |m"'L| '“%8%| UL DY UL
m/z--> 50 100 150 200 250 300
Abundance
16,00 16,20 16.40 16.60
5000 111 m/z 83.10 17 .94%
29 196
o 140 168 203241 342
m/z--> §0 160 1%0 260 2éo 360
Abundance #119531: 1-Octanol, 5,7, 7-trimethyl-2-(1,3,3-trimethyloutyl)- A B
57 16.00 16.20 16.40 16.60
m/z 71.10 14.78%
- __ﬁ/\j\/\k/\W\J
o2y | 1, 10157 196213 955
m/z--> §0 160 150 260 250 360 ' 1ebo 1&20 1&20 1&60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027183.D

Aca On : 21 Aug 2020 23:18

Operator : JU/CG

Sample : L3729-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 2
R.T. EstConc Area Relative to ISTD R.T.
17.92 10.37 ng 816962 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Octadecanoic acid 284 C18H3602 000057-11-4 55
4 Tridecanoic acid 214 C13H2602 000638-53-9 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50
Abundance Scan 2539 (17.921 min): BM027183.D (-2533) (-) m/z 73.05 100.00%
7
43
5000
129
97 15 256
157 17.60 17.80 18.00 18.20
ol W | 282302 385 o759 95 66.72%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
4
5000 129 U AR BUARSN UL DU
83 ﬂmﬂmmmmm
. 157 15 213 256 m/z 43.10 57 .30%
0 bl 'J'L 5""'|L UL SR U
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
17.60 17.80 18.00 18.20
5000 129 m/z 55.10 55.23%
97 199 242
SR - N -~ I
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid R R ot
4 78 17.60 17.80 18.00 18.20
m/z 41.10 52.85%
5000 129
o1 185
Ly, T 2
o J vahuHJI L e S e e
m/z--> 50 100 150 200 250 300 350 ﬂmﬂmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027183.D

Aca On : 21 Aug 2020 23:18

Operator : JU/CG

Sample : L3729-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 4
R.T. EstConc Area Relative to ISTD R.T.
19.20 6.01 ng 635982 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Dodecanoic acid 200 C12H2402 000143-07-7 55
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 2756 (19.198 min): BM027183.D (-2753) (-) m/z 73.00 100.00%

5000

:

18.80 19.00 19.20 19.40 19.60
m/z 60.00 70.83%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid

-

5000
18.80 19.00 19.20 19.40 19.60

m/z 43.10 65.91%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
LB Bama b a e
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 57.10 62.22%
o7 199 242
157
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #61122: Dodecanoic acid e o
7. 18.80 19.00 19.20 19.40 19.60
m/z 55.05 58.40%
5000 43 129
157
TR
bl Ay e A
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027183.D

Aca On : 21 Aug 2020 23:18

Operator : JU/CG

Sample : L3729-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.34 14.99 ng 1587110 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 53
4 3-Cvclohexvlpropionamide 155 C9H17NO 004361-29-9 47
5 Undecanamide, 1l1-bromo- 263 C11H22BrNO 005875-26-3 43
Abundance Scan 2950 (20.339 min): BM027183.D (-2944) (-) m/z 59.05 100.00%
59
5000
8 19 20.00 20.20 20.40 20.60
154 : : : :
o3 o2 184 212238264 300326355 429 | “nzz 7210 90.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 IUNABSUVGERUARA R AR
20.00 20.20 20.40 20.60
m/z 55.05 38.55%
29 8L 126
o 41154 184 210 238 281
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
20.00 20.20 20.40 20.60 |
5000 m/z 41.10 35.57%
o 2 86 128 55 184 p7
m/z--> 50 100 150 200 250 300 350 400
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- L B
59 20.00 20.20 20.40 20.60
m/z 69.10 27 .56%
5000
114
oL 2L jee e
m/z--> 50 100 150 200 250 300 350 400 20,00 20.20 20.40 20.60

8270-BM082120.M Mon Aug 24 17:53:22 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027183.D

Aca On : 21 Aug 2020 23:18

Operator : JU/CG

Sample : L3729-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.93 9.50 ng 1005890 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 93
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 1-Hexadecanol 242 C16H340 036653-82-4 90
Abundance Scan 3051 (20.933 min): BM027183.D (-3046) (-) m/z 83.05 100.00%
57|88
5000 111 ,,,v~n*~_,vvv/\Nﬁ_w_ﬁ_-~A~
USRS AL A
139 20.60 20.80 21.00 21.20
168 229
oA H .J,Jl.l'. b 90, 70255280306 357382 417 476 | h/7 69.10  96.31%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #58277: Cyclotetradecane
55
83
5000 U A T IR
20.60 20.80 21.00 21.20
29 111 m/z 97.05 84_70%
(1] Il 130 16819
0

m/z--> 0 50 100 150 200 250 300 350 400 450

¥

Abundance
43
69 IIIIIIIIIIIIIIIIIIIII
97 20.60 20.80 21.00 21.20
5000 m/z 57.10 84.02%
123
oML e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #177132: 1-Heneicosy! formate R R mEEE
57 83 20.60 20.80 21.00 21.20
m/z 55.05 78.66%
5000 111 WLd
o P39167196222 266 294 327
I B e s o B e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 20. 60 20 80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082120\
Data File : BM027183.D

Acq On : 21 Aug 2020 23:18

Operator : JU/CG

Sample : L3729-16

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082120_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]
1-Octanol, 5,7,7-... 16.25 4.8 ng 379594 4 16.99 1575710 20.0
Z-2-Dodecenol 16.29 2.5 ng 197870 4 16.99 1575710 20.0
n-Hexadecanoic acid 17.92 10.4 ng 816962 4 16.99 1575710 20.0
Octadecanoic acid 19.20 6.0 ng 635982 5 21.19 2117850 20.0
9-Octadecenamide,... 20.34 15.0 ng 1587110 5 21.19 2117850 20.0
Cyclotetradecane 20.93 9.5 ng 1005890 5 21.19 2117850 20.0
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