LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 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 5.234 376 382 391 rBVY 1390441 1991372 38.83% 5.887%
2 6.798 641 648 663 rBY 1430148 2138307 41.70% 6.321%
3 7.610 779 786 794 rVB 468712 741944 14.47% 2.193%
4 8.757 973 981 989 rBV 888287 1476587 28.79% 4 .365%
5 10.381 1250 1257 1264 rBV 586432 978347 19.08% 2.892%
6 12.869 1673 1680 1687 rBV 2341615 3313064 64.61% 9.794%
7 13.710 1817 1823 1833 rVB 219916 315719 6.16% 0.933%
8 13.969 1862 1867 1870 rBV 34704 56337 1.10% 0.167%
9 14.251 1908 1915 1923 rBV 916855 1330764 25.95% 3.934%
10 14.698 1981 1991 1999 rBV2 194378 385594 7.52% 1.140%

11 15.739 2162 2168 2180 rBV 1891275 2688177 52.42% 7.946%
12 16.198 2241 2246 2249 rBV 153459 247486 4._.83% 0.732%
13 16.245 2249 2254 2259 rVvV2 400428 815562 15.90% 2.411%
14 16.292 2259 2262 2276 rVV 249779 453909 8.85% 1.342%
15 16.427 2280 2285 2295 rVB2 97727 166608 3.25% 0.492%

16 16.792 2343 2347 2355 rVB3 85657 148916 2.90% 0.440%
17 16.951 2369 2374 2377 rBV 134594 202729 3.95% 0.599%
18 16.992 2377 2381 2386 rVV 1089686 1565398 30.53% 4.627%
19 17.033 2386 2388 2396 rVB 115800 151124 2.95% 0.447%
20 17.504 2466 2468 2475 rVB 33273 53844 1.05% 0.159%

21 17.804 2515 2519 2524 rBV 50993 85307 1.66% 0.252%
22 17.915 2533 2538 2556 rBV 964434 1465540 28.58% 4_.332%
23 19.056 2728 2732 2735 rBV 328093 444912 8.68% 1.315%
24 19.209 2753 2758 2769 rBV 726505 1039604 20.27% 3.073%
25 19.421 2790 2794 2805 rVB 357477 537137 10.47% 1.588%

26 19.639 2826 2831 2843 rVB 4355467 5128112 100.00% 15.159%
27 20.345 2945 2951 2956 rBV 1061507 1294741 25.25% 3.827%
28 20.927 3046 3050 3056 rBV2 553894 757275 14.77% 2.239%
29 21.192 3090 3095 3099 rBV 1498207 2066641 40.30% 6.109%
30 23.380 3461 3467 3473 rBV 1019930 1788126 34.87% 5.286%

Sum of corrected areas: 33829183
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM027182.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 1 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.70 5.80 ng 385594 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 96
2 n-Decanoic acid 172 C10H2002 000334-48-5 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52
Abundance Scan 1991 (14.698 min): BM027182.D (-1981) (-) m/z 73.00 100.00%
7B
7 11519 157 s
101 143 | 171,4-200 281 14.40 14.60 14.80 15.00
0 m/z 60.00 73.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61122: Dodecanoic acid
7B
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
5000 43 5 129 14.40 14.60 14.80 15.00
| T7 101115 143157171 o m/z 41.05 51.50%
OW.HW.H.LJ $LJW.A,”nwh..“.A?§..“..”...”“.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
41 UL AL B U
14.40 14.60 14.80 15.00
50000 27 m/z 55.10 40.40%

129

87
101115 143157172

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid B T o A
43 73 14.40 14.60 14.80 15.00
m/z 43.10 39.52%
51
5000
29
129
7 171 214
L L e | sy s
AT T G o N W e N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 2 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.20 3.16 ng 247486 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 50
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 49
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 47
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 47
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 47
Abundance Scan 2246 (16.198 min): BM027182.D (-2241) (-) m/z 57.10 100.00%
g7
5000 /\j\j\/\\\
USRI AU BN B
111 196 15.80 16.00 16.20 16.40 16.60
- 1.|l.1,....,1.6.7..l,.... e | M/Z 69.10  19.87%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000 UL AR UL SR B
15,80 16.00 16.20 16.40 16.60
83 m/z 83.10 19.02%
oL L L0 213 o
s 8 100 1% 20 2o Ho o b o o
Abundance
57
RIS SRR BN B
97 15.80 16.00 16.20 16.40 16.60
5000 m/z 41.05 18.32%
0 109196224 g9 420
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #238675: Heptacosy! pentafluoropropionate e B R
57 15.80 16.00 16.20 16.40 16.60
m/z 71.10 14.81%
97
5000
125
o 291 1 | 153181200236 264202320 350378 423 524
m/z--> 50 1(')0 150 200 250 300 350 400 450 500 15,80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 3 unknownl6.24 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.24 10.42 ng 815562 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 72
2 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 47
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 47
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 47
5 17-Pentatriacontene 491 C35H70 006971-40-0 47
Abundance Scan 2253 (16.239 min): BM027182.D (-2249) (-) m/z 57.10 100.00%
57
5000 ___,,~\A,,jjb\\V\v~“v%_~
UL AL SR BRI B
97 140 16.00 16.20 16.40 16.60
o,...J',.J.l.l'.i,.t.k.a,l.‘??.,z.l?..,?‘??.,.3.2.7.,....,....,....,....,.... m/z 41.10 20.01%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000 LR UL BN IR B
16.00 16.20 16.40 16.60
m/z 83.10 19.70%
o271 S7 1404y 213 255
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o7 " 16,00 16.20 16.40 16.60
5000 m/z 69.10 19.53%
139
o 2L i1, 18 222 264 320348 390419 476 SZ1 572
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R EEAEE R
g7 16.00 16.20 16.40 16.60
97 m/z 71.10 14 .45%
- NM\V»V
o 2L HTG 167'%° 241 342
mz-> 0 §o 100 150 200 250 300 350 400 450 500 550 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 4 Pentafluoropropionic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.29 5.80 ng 453909 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 58
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 53
3 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 53
4 Oxirane. l(dodecvloxv)methvI1- 242 C15H3002 002461-18-9 53
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 53
Abundance Scan 2262 (16.292 min): BM027182.D (-2259) (-) m/z 57.10 100.00%
57
5000 __,,—\H,,jjb\\vxv\,,ﬁ_,J
AU SRR BN B
97 16.00 16.20 16.40 16.60
125 213
A “.J,.L...1,5.5...,....,..25.‘?,.3.2.6.,.... e m/z 69.10  19.62%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
g7
97
5000 LI IS SN UL B
16.00 16.20 16.40 16.60
29 ffs m/z 83.10 15.85%
o4 ...,..L&u%??{?6..?fl.... e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 o7
16.00 16.20 16.40 16.60
5000 m/z 71.10 13.63%
125
o 29 153182 238266 311 412
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240356: Hexacosy! heptafluorobutyrate R R e e R
57 16.00 16.20 16.40 16.60
m/z 41.10 9.69%
97
5000
25
o 29} l 1123181 222250280308336364 409 560
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 5 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.43 2.13 ng 166608 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Undecanoic acid 186 C11H2202 000112-37-8 55
3 n-Decanoic acid 172 C10H2002 000334-48-5 49
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
5 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 47
Abundance Scan 2285 (16.427 min): BM027182.D (-2280) (-) m/z 73.00 100.00%
5000 *L
‘ 185
IR BRI DU BN B
228 16.20 16.40 16.60 16.80
ol IR \ Ao 3B 7 60.00  60.98%
m/z--> 100 150 200 250 300 350
Abundance #84455: Tetradecanoic acid
5000 129 LA L L L L L L L LB
185 mmmmmmmm
208 m/z 43.05 47 .08%
L1187 l
0 S e S B B e w2
m/z--> 100 150 200 250 300 350
Abundance
60
"' 16.20 16.40 16.60 16.80
5000 43 m/z 55.10 44.76%
85 129
s 11 157 186
m/z--> 55 160 1éo 200 2éo 360 3éo
Abundance #39474: n-Decanoic acid R mEEEE RS S
78 16.20 16.40 16.60 16.80
m/z 57.10 41 .05%
129
5000
ol JIHIlﬁllflﬁl e e
m/z--> 50 100 150 200 250 300 350 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 6 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.92 18.72 ng 1465540 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 35

Abundance Scan 2539 (17.921 min): BM027182.D (-2533) (-) m/z 73.00 100.00%

43
5000
129

—

213

17.60 17.80 18.00 18.20
m/z 60.00 65.51%

157 185

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107547: n-Hexadecanoic acid

43

%

5000 LA L L L L L L B L L
17.60 17.80 18.00 18.20
5 129 256 m/z 43.05 54 .54%
157 185 213
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 LS
R
17.60 17.80 18.00 18.20
5000 m/z 41.10 52.67%
27 97 129 171 214
0 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95855: Pentadecanoic acid B B A
43 73 17.60 17.80 18.00 18.20
m/z 55.10 50.89%
5000 129
2
o =ttt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 7 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.21 10.06 ng 1039600 Chrysene-di12 21.19
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 43

Abundance Scan 2758 (19.209 min): BM027182.D (-2753) (-) m/z 73.05 100.00%

5000

:

284 | L DL AL BLELELELE L
18.80 19.00 19.20 19.40 19.60

0 ,-.26.7.1. 228 356 | "m/z 60.00 67.15%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

-

5000
18.80 19.00 19.20 19.40 19.60

m/z 43.10 61.41%

0
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
LS AEmme B a
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 55.10 60.01%
o7 199 242
157
0 26 180 225
e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid I  AEamEEsS
7. 18.80 19.00 19.20 19.40 19.60
43 m/z 57.10 59.55%
5000 129
185 228
LT .
ol b A st | on | T
m/z--> 50 100 150 200 250 300 350 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 : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 8 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.34 12.53 ng 1294740 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 3-Cvclohexvlpropionamide 155 C9H17NO 004361-29-9 50
3 4-Cvclohexvlbutvramide 169 C10H19NO 004441-62-7 38
4 Octanamide 143 C8H17NO 000629-01-6 38
5 Hexadecanamide 255 C16H33N0 000629-54-9 38

Abundance Scan 2950 (20.339 min): BM027182.D (-2945) (-) m/z 59.10 100.00%

5000

20.00 20.20 20.40 20.60
m/z 72.05 91.53%

o 154 182207 238264 292 327 368 429

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128445: 9-Octadecenamide, (2)-

475

—

20.IOO 20.I20 20.I4O 20!60
m/z 55.10  40.84%

5000

29
154 184210238 281

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
72
B B e R MR
20.00 20.20 20.40 20.60
5000 44 m/z 41.10 36.77%
155
126
97
ot
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #37471: 4-Cyclohexylbutyramide R e
59 20.00 20.20 20.40 20.60
m/z 69.10 28.55%
5000 126
169
Lz
0= .‘.“.,....,....,....,....,....,....,....,.... R e REREEmEmm
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\
Data File : BM027182.D

Aca On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.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 9 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.93 7.33 ng 757275 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 87
5 1-Hexadecanol 242 C16H340 036653-82-4 87
Abundance Scan 3051 (20.933 min): BM027182.D (-3046) (-) m/z 69.10 100.00%
43
5000
120 20.60 20.80 21.00 21.20
154 229 . . . .
— | 182207} 252 280 307328 353 m/z 83.10 97.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58277: Cyclotetradecane
56
83
5000 SRR AR SRR SR
20.60 20.80 21.00 21.20
29 m/z 57.10 87 .16%
0 (L | 1139 168 19
miz--> ""s'o""lc')d Lo oo oo e wo  aw
Abundance
55 83
20.60 20.80 21.00 21.20
5000 11 m/z 97.05 84.72%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosy! formate B
57 83 20.60 20.80 21.00 21.20
m/z 55.10 84 .18%
h i ’AmymNuﬁvwﬂﬁ/\,wwv/”“w\MA«
o | ‘ “ L11?9‘167‘196222 266 294 327
m/z--> 50 100 150 200 250 3(')0 350 400 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 : BM027182.D

Acq On : 21 Aug 2020 22:41

Operator : JU/CG

Sample : L3729-17

Misc :

ALS Vial : 10 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]
Dodecanoic acid 14.70 5.8 ng 385594 3 14.25 1330760 20.0
1-Octanol, 5,7,7-... 16.20 3.2 ng 247486 4 16.99 1565400 20.0
unknownl16.24 16.24 10.4 ng 815562 4 16.99 1565400 20.0
Pentafluoropropio... 16.29 5.8 ng 453909 4 16.99 1565400 20.0
Tetradecanoic acid 16.43 2.1 ng 166608 4 16.99 1565400 20.0
n-Hexadecanoic acid 17.92 18.7 ng 1465540 4 16.99 1565400 20.0
Octadecanoic acid 19.21 10.1 ng 1039600 5 21.19 2066640 20.0
9-Octadecenamide,... 20.34 12.5 ng 1294740 5 21.19 2066640 20.0
Cyclotetradecane 20.93 7.3 ng 757275 5 21.19 2066640 20.0
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