LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72220\
Data File : BM026834.D

Aca On 22 Jul 2020 16:12

Operator : JU/CG

Sample : L3370-07

Misc :

ALS Vial : 6 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-BM070820 .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 4.943 369 375 392 rBVY 1291021 1766435 44._.30% 8.808%
2 6.513 636 642 658 rBY 1290351 1923199 48.23% 9.590%
3 7.295 769 775 789 rBV 298027 454862 11.41% 2.268%
4 8.448 964 971 983 rBV 712150 1173509 29.43% 5.852%
5 10.054 1236 1244 1258 rBV 340008 597613 14.99% 2.980%
6 12.566 1664 1671 1687 rBV 1573452 2250794 56.44% 11.224%
7 13.442 1814 1820 1829 rBV 172135 250504 6.28% 1.249%
8 13.960 1902 1908 1921 rVB 571456 805254 20.19% 4._.015%
9 15.471 2159 2165 2183 rBVY 1538502 2104025 52.76% 10.492%
10 16.724 2369 2378 2390 rBvV 691005 989510 24.81% 4.934%

11 17.665 2533 2538 2546 rBV 115707 171214 4._.29% 0.854%
12 18.406 2659 2664 2669 rBV 176660 218233 5.47% 1.088%

13 18.824 2731 2735 2745 rBV 32096 47131 1.18% 0.235%
14 19.389 2825 2831 2838 rBV 3429232 3987883 100.00% 19.886%
15 20.089 2946 2950 2956 rVB 42491 55480 1.39% 0.277%

16 20.300 2981 2986 2991 rBV 236051 283022 7.10% 1.411%
17 20.348 2991 2994 2998 rVB 43769 46119 1.16% 0.230%
18 20.700 3049 3054 3064 rBvV 360970 537740 13.48% 2.681%
19 20.947 3091 3096 3106 rBV 829933 1105087 27.71% 5.511%
20 21.142 3126 3129 3133 rBV 41285 49248 1.23% 0.246%

21 21.559 3197 3200 3209 rBV5 48330 100636 2.52% 0.502%
22 22.441 3347 3350 3354 rVB2 47812 47573 1.19% 0.237%

23 23.018 3442 3448 3456 rBV 573167 977084 24 _.50% 4.872%
24 23.588 3542 3545 3554 rVB4 58514 111760 2.80% 0.557%

Sum of corrected areas: 20053915
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72220\
Data File : BM026834.D

Aca On 22 Jul 2020 16:12

Operator : JU/CG

Sample : L3370-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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: BM026834.D

3000000
2500000
2000000

1500000 4.94 6.51

1000000
8.45

500000 230 10.05

T e L L

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BM026834.D
19,39

3000000
2500000

2000000

12.57 15.47
1500000

1000000

13.96 16.72

500000 20.30

18.82 ZOLOQR. 35

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

13.44 17.67 18.41

—

Abundance TIC: BM026834.D

3000000
2500000
2000000
1500000
1000000 20.95

500000
23.59
.-

e

Time--> 21.00 2150 22.00 22.50 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72220\
Data File : BM026834.D

Aca On 22 Jul 2020 16:12

Operator : JU/CG

Sample : L3370-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.67 3.46 ng 171214 Phenanthrene-d10 16.72
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 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2539 (17.671 min): BM026834.D (-2533) (-) m/z 43.05 100.00%
5000
129
7 115 213 e
1 143157171185199 | 557, 296 17.40 17.60 17.80 18.00
(o} m/z 73.00 88.67%
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 LRI B B BULILN B

17.40 17.60 17.80 18.00

m/z 55.05 84 .50%
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
R o
17.40 17.60 17.80 18.00
5000 129 m/z 41.05 82.53%
29 g7
115 @ 143 199 242
101 157171185
oL 15 rl 213226
B L e RARRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R
60 73 17.40 17.60 17.80 18.00
43 m/z 60.00 82.04%
5000 129
7 185 228
01115 | 1435171
‘ ull M } H\ | 157 199213 A
0.. ..”.,‘ bl O A Y B N S R
m/z--> 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17. 80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72220\
Data File : BM026834.D

Aca On 22 Jul 2020 16:12

Operator : JU/CG

Sample : L3370-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.41 4.41 ng 218233 Phenanthrene-d10 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 50
2 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 47
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 43
4 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 42
5 Pentane, 2,2,4-trimethyl-4-nitro- 159 C8H17NO2 005342-78-9 40
Abundance Scan 2665 (18.412 min): BM026834.D (-2659) (-) m/z 57.10 100.00%
57
5000 97 113
41
8 169 18.00 18.20 18.40 18.60 18.80
0 137153 77 193 221 m/z 97.10 38.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
18.00 18.20 18.40 18.60 18.80
97 113 m/z 113.10 36.23%
ol 8 152168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
AU AR S A
18.00 18.20 18.40 18.60 18.80
5000 m/z 55.05 34.63%
41 97
oL15 81 119 150189 197 207 311
wmmwwwmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123759: 2,4,4—Trimethy|—l—pentano|, pentaﬂuoropropionate LI L I L L B
57 mmmmmmmmmm
m/z 41.10 22.82%
5000
M 97
119
oL15 ‘M ‘m |, 81 ‘ | 147 177 219 261
m/z--> 25 45 éo éo 160 150 140 160 180 200 220 240 260 2éo 360 ! 1800 1820 1840 1860 1880
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72220\
Data File : BM026834.D

Aca On 22 Jul 2020 16:12

Operator : JU/CG

Sample : L3370-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 unknown20.30 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.30 5.12 ng 283022 Chrysene-di12 20.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 45
2 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 38
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 37
4 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 33
5 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15CIF202 1000376-26-4 27
Abundance Scan 2986 (20.300 min): BM026834.D (-2981) (-) m/z 57.05 100.00%
57
5000 97
3 { 169 20.00 20.20 20.40 20.60
ol ﬁ, V?i'. WS 137 17 207225 251 281 857 hyz 97.10  46.47%
m/z--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
20.00 20.20 20.40 20.60
83 113 m/z 113.10 41 .16%
0 Il A .ln I. 1 137 1§8
m/z--> éo 160 150 260 250 360 3%0
Abundance
57
ARUNEAUASAR BASRANRARE
20.00 20.20 20.40 20.60
5000 m/z 55.05 33.60%
97
o 29 79 119 15019 197 227 311
L L L U L L L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #54934: Octane, 2-bromo-
57 20.00 20.20 20.40 20.60
m/z 83.10 21.32%
5000/ 28
‘ 113
0 \‘ { \‘\ ‘8\ J‘\ 135 192
m/z--> 50 160 150 200 250 300 3%0 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72220\
Data File : BM026834.D

Aca On 22 Jul 2020 16:12

Operator : JU/CG

Sample : L3370-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 1-Docosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.70 9.73 ng 537740 Chrysene-di12 20.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 3054 (20.700 min): BM026834.D (-3049) (-) m/z 43.05 100.00%
43
83
5000
ril
139 20.40 20.60 20.80 21.00
— 1 ', l.l. o168 207236 267 327355 45 | nsz 57.10  94.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
g5
97
5000
29 20.40 20.60 20.80 21.00
195 m/z 55.10 91.80%
0 A 153 181 308
m/z--> 55 100 150 200 250 300 350 400
Abundance
57 97
20.40 20.60 20.80 21.00
5000 m/z 41.05 67 .54%
125
o 29 153 181 209 236 264 292 320 350 378
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance #222139: Nonadecy! pentafluoropropionate
57 o7 20.40 20.60 20.80 21.00
m/z 83.05 58.93%
5000
125
29 J 153
ol A AR UL p4 57 182210238 206 311 0 412
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72220\
Data File : BM026834.D

Aca On 22 Jul 2020 16:12

Operator : JU/CG

Sample : L3370-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.59 2.29 ng 111760 Perylene-d12 23.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 87
2 1-Tricosene 322 C23H46 018835-32-0 83
3 1-Heptacosanol 396 C27H560 002004-39-9 80
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 80
5 Cyclooctacosane 392 C28H56 000297-24-5 80
Abundance Scan 3545 (23.588 min): BM026834.D (-3542) (-) m/z 57.10 100.00%
57
97
5000
207 i onin salan onlan oae
176 323 355 387 417 23.20 23.40 23.60 23.80 24.00
(o} m/z 43.10 86.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
87
5000 LRI LR SUNIUE I
23.20 23.40 23.60 23.80 24.00
m/z 55.10 74 .43%
29
oLl 167 195 222 250 280 308 336
m/z--> 55 100 150 200 250 300 350 400
Abundance
57 g3
23.20 23.'40 23.|60 23.|80 24.'00
5000 m/z 97.05 69.60%
111
29
o 139 169 196 224 252 294 322
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #210517: 1-Heptacosanol
57 |97 23.20 23.40 23.60 23.80 24.00
m/z 83.10 65.26%
5000
125
o 290 1] ‘ | L 193 181 209 236 264 202 320 350 378
m/z--> 5'0 100 1&1,0 2(')0 251,0 3(')0 3&1,0 4(')0 23.20 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO72220\
Data File : BM026834.D

Acq On 22 Jul 2020 16:12

Operator : JU/CG

Sample - L3370-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820_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 17.67 3.5 ng 171214 4 16.72 989510 20.0
2,4,4,6,6,8,8-Hep... 18.41 4.4 ng 218233 4 16.72 989510 20.0
unknown20.30 20.30 5.1 ng 283022 5 20.95 1105090 20.0
1-Docosene 20.70 9.7 ng 537740 5 20.95 1105090 20.0
n-Tetracosanol-1 23.59 2.3 ng 111760 6 23.02 977084 20.0
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