LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

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 F\METHODS\8270-BF031820.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 2.122 3 6 11 rVB 332564 414688 5.11% 0.614%
2 2.228 19 24 32 rvB 120992 153883 1.90% 0.228%
3 5.051 496 504 510 rBV 220067 292746 3.61% 0.433%
4 5.451 566 572 575 rBVY 6359668 6684354 82.44% 9.891%
5 6.457 737 743 746 rBVY 6049492 6768279 83.48% 10.015%
6 6.833 803 807 810 rBVY 2152144 1676139 20.67% 2.480%
7 6.992 829 834 837 rBVY 6156751 5270866 65.01% 7.799%
8 7.398 897 903 906 rBVY 4281490 4448460 54.87% 6.583%
9 8.116 1021 1025 1029 rBvV 2375928 2187096 26.98% 3.236%
10 9.198 1203 1209 1212 rBvY 8097051 7851294 96.84% 11.618%

11 9.592 1269 1276 1279 rBV 1019065 824039 10.16% 1.219%
12 9.880 1318 1325 1328 rBV 2905831 2608064 32.17% 3.859%
13 10.669 1453 1459 1462 rBV 5898410 5513033 68.00% 8.158%
14 11.368 1573 1578 1581 rBV 3009972 2796957 34.50% 4_.139%
15 11.898 1662 1668 1679 rBV 1161306 1145714 14.13% 1.695%

16 12.686 1798 1802 1815 rBV 708843 825213 10.18% 1.221%
17 12.957 1843 1848 1852 rBV 7611228 8107693 100.00% 11.997%
18 13.862 1998 2002 2019 rBV 667025 997726 12.31% 1.476%
19 14.009 2022 2027 2030 rBV 2820899 2562717 31.61% 3.792%
20 14.180 2052 2056 2060 rBV 284112 251603 3.10% 0.372%

21 14.486 2104 2108 2111 rBV 487822 419958 5.18% 0.621%
22 14.792 2156 2160 2165 rVB 604342 572317 7.06% 0.847%
23 15.133 2214 2218 2226 rBV 592466 686416 8.47% 1.016%
24 15.474 2270 2276 2280 rBV 1977625 2383481 29.40% 3.527%
25 15.521 2280 2284 2289 rVB 533915 673614 8.31% 0.997%

26 15.956 2352 2358 2365 rBV 371840 587001 7.24% 0.869%
27 16.027 2365 2370 2382 rBVS 48756 180915 2.23% 0.268%
28 16.474 2439 2446 2457 rVB 201918 382378 4.72% 0.566%
29 17.068 2541 2547 2556 rVB2 93878 197727 2.44% 0.293%
30 17.774 2662 2667 2676 rVB4 45109 115451 1.42% 0.171%

Sum of corrected areas: 67579822
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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\BF032620\

BF119541.D

26 Mar 2020 20:38

CG/JuU

L2017-01

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

6000000

4000000

2000000

1223

TIC: BF119541.D

5.45
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6.99
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Time-->
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8000000
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10.67

0.88 11.37
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0
Time-->
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10.00 10.50

12.50

1
13.00
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8000000

6000000

4000000
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TIC: BF119541.D

14.01
15.47

15.13

A

52 15.96

16.03 17.07

16.47
64 17.77

17.50

16.50

17.00

I
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18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.12 4.95 ng 414688 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 6 (2.122 min): BF119541.D (-3) (-) m/z 73.00 100.00%
7B
5000 43
55
87 IIIIIIIIIIIIIIIIIIIIII
2.20 2.30 2.40 2.50
obrrmr e 38LLLa0 L e TW/Z 43.00 47.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 35.66%
A T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 HRN RS R U RS
2.20 2.30 2.40 2.50
5000 a1 55 m/z 87.10 25.83%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl- B R RamE
7B 2.20 2.30 2.40 2.50
m/z 41.05 15.56%
5000 59
87
43
o 29 || 53 67 | M 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.05 3.49 ng 292746 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 504 (5.051 min): BF119541.D (-496) (-) m/z 43.00 100.00%
48
59
5000
101
480 5.00 520 5.40
o..,....,....,....-,':...,??.I,..‘??,....,??..,....,'....,. m/z 59.00 60.39%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 LN R UL UL I
59 480 500 520 5.40
m/z 58.00 17.32%
o 25 3% 37 83 g3 0%
e N A A " A r e
Abundance
43
480 500 520 540
5000 57 m/z 101.00 14.41%
29
101
37 50 78
e L S S SR S UL UL UL I B I
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8344: 3-Hexanol, 4-methyl- e
59 480 5.00 520 5.40
m/z 41.00 8.57%
5000 41
69 87
15 \“ 53 | 98
0"w"'w"'w'"w'"w'"w"'w"'w"'w"'w"'w
m/z--> 10 20 60 70 80 90 100 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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.
11.90 8.19 ng 1145710 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 1668 (11.898 min): BF119541.D (-1662) (-) m/z 60.00 100.00%

5000

213 T T T T

157 185 11.60 11.80 12.00 12.20

0! m/z 43.00 97 .76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 80
5000 LIS L L L L L L L L B
11.60 11.80 12.00 12.20
0
157 1gg 213 256 m/z 73.00 91.75%
ol 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 73
R e R S RARS
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 85.34%
97 199
157 242
0 26 180 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid
43 73 11.60 11.80 12.00 12.20
m/z 55.00 78.43%
5000 129

I 1 T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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.
12.69 5.90 ng 825213 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 1803 (12.692 min): BF119541.D (-1798) (-) m/z 43.00 100.00%
73
5000 129
97 185 241
157 213 l 284 12.40 12.60 12.80 13.00
ol P Pl A S A m/z 73.00 88.84%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
78
43
129
5000 284 A AR AR RARAA R
97 185 241 12.40 12.60 12.80 13.00
H ‘ m/z 59.95 86.61%
ol I T \1§7 I\ s \I 2}%\| | |\2|6|5 1 S
m/z--> 50 100 150 200 250 300 350
Abundance
60
Al 12,40 12.60 12.80 13.00
5000 129 m/z 57.05 84.08%
83
101 157 185 213 256
L L L WL S B S
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.40 12.60 12.80 13.00
m/z 55.00 72.03%
73
5000 284
129
97
185
Ob— -“|‘ 4 “U-'H- '|‘|L -J"‘-“l - 15‘-7 -l -{- ‘|2-:=-3- ‘-2T1| ‘2-6-5 T |3:-I-1- L -3-72- L B B i
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 7.79 ng 997726 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 92
2 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 2002 (13.862 min): BF119541.D (-1998) (-) m/z 57.00 100.00%
57
5000
13.60 13.80 14.00 14.20
o...,.M.hl154.1????9.?‘}5%?5.‘9,....,....,....,....,....,.. m/z 43.00 72.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127768: Cycloeicosane
55
5000

13.60 13.80 14.00 14.20
m/z 55.00 68.39%

] H‘\ 1129168196294252290

Gl

e s B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 13.60 13.80 14.00 14.20
5000 m/z 83.00 47 .44%
125
o 29 153181208236264292 336364 409 560
e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222139: Nonadecy! pentafluoropropionate
57 97 13.60 13.80 14.00 14.20
m/z 97.05 42 .80%
5000
125
29 53
0 |} 153182210238266 311 412
..w..”,.”.,”........” R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10
R.T. EstConc Area Relative to ISTD R.T.
14.49 3.28 ng 419958 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 91

Abundance Scan 2109 (14.492 min): BF119541.D (-2104) (-) m/z 57.00 100.00%

5000

14.20 14.40 14.60 14.80

113 141 169 197

239 266

o m/z 71.10 54 _.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 LA L L L L L L L LB LB
14.20 14.40 14.60 14.80
29 m/z 43.00 51.95%
ol ‘ ‘ i d113 141 169 197 225 253 281 309 338
=t e e e A e o e e o e e e O |
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 17%
113
oLz 141 169 211 230 267 295 323 352
T T T T T T T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57 14.20 14.40 14.60 14
m/z 54.95 . 65%
5000
85
113
o 29| | || || 77,141 169 197 225 253 280 309 351 379 407 436 Lﬂwﬁw
=t e e e e e e e e A EAREEEEE S S e
m/z--> 50 100 150 200 250 300 350 400 14. 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.79 4.80 ng 572317 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2160 (14.792 min): BF119541.D (-2156) (-) m/z 57.00 100.00%
57
5000 85
113 149 14.40 14.60 14.80 15.00 15.20
ol AT, R 169 211 239 281 "m/z 43.00 56.84%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 a5
14.40 14.60 14.80 15.00 15.20
29 m/z 71.10 52.17%
113
ol “ h |l 77 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 g5 m/z 85.10 37.72%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #202662: Heptacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 21.39%
5000
85
0 %9 | | | ;118 141 169 197 225 253 281 323 351 380
NI L UL UL UL UL LR SRR LNV AR SR I
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 9 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.13 5.76 ng 686416 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2217 (15.127 min): BF119541.D (-2214) (-) m/z 57.00 100.00%
57
5000
919 141 183 253 - 14.80 15.00 15.20 15.40
T s e e o o N N m/z 43.10 56.55%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane
57
5000

14.80 15.00 15.20 15.40
m/z 71.05 52.83%

99
26 | | |7 141 183 225 267 323 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
14.80 15.00 15.20 15.40
5000 m/z 85.05  40.85%

99
26 141 183 225 281 337 394

O T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517 14.80 15.00 15.20 15.40
m/z 54.95 24 .69%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L A e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10 Hexatriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.96 4.93 ng 587001 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2359 (15.962 min): BF119541.D (-2352) (-) m/z 57.00 100.00%

5000

15.60 15.80 16.00 16.20
m/z 43.05 52.10%

113141169197 205 267 309
mz—-> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #235973: Hexatriacontane
57
5000
85 15.60 15.80 16.00 16.20
29 m/z 71.10 48.48%
o1 | | 13141169197 225253281300337 379 421449477 506
T T T e e T e T e e T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 39.88%
113 141169
o 197 225253 281 309 337365 437
T I o LN SO B o B S o o B A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493:; Hexacosane
57 15.60 15.80 16.00 16.20
m/z 55.00 22.08%
5000 85
29
o 13141169197 225253 205323 367
L e e o e LA B i o o o o o B B T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032620\
Data File : BF119541.D

Aca On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 11 Heneicosane, 11-(1-ethylpro... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.47 3.21 ng 382378 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2445 (16.468 min): BF119541.D (-2439) (-) m/z 57.00 100.00%

57
5000 85

113 16 20 16.40 16.60 16.80
141 169 197
ol A 109197 239 281 | "w/z 43.00 58.16%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71

5000 R RAEE e E e e
16 20 16. 40 16. 60 1680

m/z 71.10 55.62%
| J 1 M 127 155 183 225 253295 337

0..‘. = T L B e e o e e L B
m/z--> 150 200 250 300 350 400
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 40 .45%
29
. 113 141 169 197 225 253 295 323 367
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57 16.20 16.40 16.60 16.80
m/z 55.00 24 .69%
5000
85
29 113 14
L4 | L)1 |77, 141 169 107 205 253 280 309 351 379 407 436
e e e e e
m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16. 60 16 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032620\
Data File : BF119541.D

Acq On : 26 Mar 2020 20:38

Operator : CG/JU

Sample : L2017-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
Butane, 2-methoxy... 2.12 5.0 ng 414688 1 6.83 1676140 20.0
2-Pentanone, 4-hy... 5.05 3.5 ng 292746 1 6.83 1676140 20.0
n-Hexadecanoic acid 11.90 8.2 ng 1145710 4 11.37 2796960 20.0
Octadecanoic acid 12.69 5.9 ng 825213 4 11.37 2796960 20.0
Cycloeicosane 13.86 7.8 ng 997726 5 14.01 2562720 20.0
Tetracosane 14.49 3.3 ng 419958 5 14.01 2562720 20.0
Octacosane 14.79 4.8 ng 572317 6 15.47 2383480 20.0
Heptacosane 15.13 5.8 ng 686416 6 15.47 2383480 20.0
Hexatriacontane 15.96 4.9 ng 587001 6 15.47 2383480 20.0
Heneicosane, 11-(... 16.47 3.2 ng 382378 6 15.47 2383480 20.0
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