LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO012720\

Data File : BM024631.D

Aca On - 27 Jan 2020 17:04 Instrument :
Operator : CG/JU Eﬁgﬁgam|em-
3?22'6 i L1264-01 crwewmuﬂz
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 M\METHODS\8270-BM012320.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 5.081 367 373 380 rBVY 1992160 2708650 14.20% 3.551%
2 6.634 627 637 645 rBY 1106955 1777586 9.32% 2.331%
3 7.440 768 774 782 rBV 832339 1285803 6.74% 1.686%
4 7.757 820 828 835 rBVY 3846079 5950634 31.19% 7.802%
5 8.581 956 968 980 rBY 2663999 4383491 22.98% 5.747%

10.198 1237 1243 1251 rBV 1025233 1652075 8.66% 2.166%
11.569 1466 1476 1485 rBV 208914 369330 1.94% 0.484%
12.704 1662 1669 1682 rVB 7901210 11611960 60.87% 15.225%
13.557 1809 1814 1819 rBV 300547 424549 2.23% 0.557%
14.092 1898 1905 1910 rBV 1687472 2541123 13.32% 3.332%

=
QO ~NO®

11 15.592 2153 2160 2166 rBV 7390239 10612042 55.63% 13.914%
12 16.839 2367 2372 2384 rVB 2564116 3495131 18.32% 4 _.583%
13 17.792 2529 2534 2539 rBV 956872 1233920 6.47% 1.618%
14 19.080 2750 2753 2763 rVB 461361 594196 3.11% 0.779%
15 19.504 2819 2825 2833 rBY 15170052 19075954 100.00% 25.011%

16 20.809 3043 3047 3053 rBvV 668834 887991 4.66% 1.164%
17 21.051 3083 3088 3093 rBV 2685052 3336269 17.49% 4_374%
18 21.674 3192 3194 3202 rVB3 229092 261394 1.37% 0.343%
19 22.115 3266 3269 3276 rVB 254729 299219 1.57% 0.392%
20 22.592 3347 3350 3356 rVB 253754 332234 1.74% 0.436%

21 23.121 3437 3440 3442 rBV 186495 268805 1.41% 0.352%
22 23.162 3442 3447 3456 rVB 1811187 3166612 16.60% 4.152%

Sum of corrected areas: 76268968
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012720\

BM024631.D

27 Jan 2020 17:04

CG/Ju

L1264-01

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

CTY-GW-01-12

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM024631.D

7.76
8.58
5.08

6.63 7.44

10.20

11.57

O
Time-->  3.00

350 400 450 500 550 6.00 6.50

7.00 7.50 8.00

8.50 9.00

9.50

T T
10.00 10.50 11.00 11.50

A
T T T T

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BM024631.D

16.84

14.09 17.79

13.56

|

1950

19}.\08 L

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM024631.D

21.05

23.16

0

20.81k
\ 21.67 22':12 22A.59

23&2

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEM1I\BNA M\DATA\BM012720\

Data File : BM024631.D

Aca On - 27 Jan 2020 17:04

Operator : CG/JU

ﬁ?ggle i L1264-01 CTY-GW-01-12
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 Phenol, p-tert-butyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.57 4_47 ng 369330 Naphthalene-d8 10.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 96
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 94
3 1.5.6.7-Tetrahvdro-4-indolone 135 C8HONO 013754-86-4 53
4 Phenol. 2-(1l.1-dimethvlethvl)- 150 C10H140 000088-18-6 52
5 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 52

Abundance Scan 1476 (11.569 min): BM024631.D (-1466) (-) m/z 135.10 100.00%
135
5000 107
39 o, 77 1120 11.40 11.60 11.80
el W AL 2o 28 3 77 106.95  45.26%
m/z--> 50 100 150 200 250 300
Abundance #23712: Phenol, p-tert-butyl-
135
5000 IR DAL AL UL
107 11.20 11.40 11.60 11.80
a1 . m/z 150.00 21.27%
|15|‘|‘|‘|‘5|9‘|“|Ml‘:‘::‘:lkzu||| ——r— ——— ]
m/z--> 50 100 150 200 250 300
Abundance
135
1120 11.40 11,60 11.80
5000 m/z 91.00 11.59%
107
41
59 '’ 152
m/z--> 50 100 150 200 250 300
Abundance #15533: 1,5,6,7-Tetrahydro-4-indolone i S B LI L S e
79 107 135 11.20 11.40 11.60 11.80
m/z 95.00 11.42%
5000
52
28
—d e A L S s SR S
m/z--> 50 100 150 200 250 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM012720\

Data File : BM024631.D

Aca On - 27 Jan 2020 17:04

Operator : CG/JU

ﬁ?ggle i L1264-01 CTY-GW-01-12
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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.
17.79 7.06 ng 1233920 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2534 (17.792 min): BM024631.D (-2529) (-) m/z 73.00 100.00%
43
5000
157 185 rrrryrrrryprrrryrrrrorTr
17.40 17.60 17.80 18.00 18.20
(o} m/z 60.00 67.06%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 L SO BN UL BN
83 17. 40 17. 60 17. 80 18 00 18. 20
H o 57 1g5 213 256 m/z 43.10 66.00%
— |“‘ IH‘H ‘ IH“‘I:I\\.‘MIL i‘““: hl I\ T ‘: I‘ I‘I ‘l I‘ —r— “: — ——T .
m/z--> 50 100 150 200 250 300 350
Abundance
a3 | 7B
17.40 17.60 17.80 18.00 18.20
5000 m/z 55.10 61.37%
. 129 - 214
152 195
m/z--> §o 160 1éo 200 2%0 300 3%0
Abundance #61121: Dodecanoic acid A EaE T
78 17.40 17.60 17.80 18.00 18.20
m/z 41.10 61.14%
43
5000
200
1ifve 17
.1§{.U‘|“”. ” MJ .‘.H ..‘1.83.‘.... N — R AR RS mamant R
m/z--> 50 50 200 250 300 350 ﬂ@ﬂmﬂmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012720\
Data File : BM024631.D

Aca On : 27 Jan 2020 17:04

Operator : CG/JU

Sample : L1264-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 5
R.T. EstConc Area Relative to ISTD R.T.
19.08 3.56 ng 594196 Chrysene-di12 21.05
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 45
3 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 30
4 Undecanoic acid 186 C11H2202 000112-37-8 30
5 Sulfoxide, hexadecyl methyl 288 C17H360S 003079-32-1 30
Abundance Scan 2753 (19.080 min): BM024631.D (-2750) (-) m/z 73.00 100.00%

5000

5

18.80 19.00 19.20 19.40
m/z 43.10 70.85%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43

s

5000 LA L L L L L L LB
18 80 109. OO 19. 20 19. 40
29 m/z 60.00 62.84%
.”“¢Jm”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_r
18.80 19.00 19.20 19.40
5000 g 129 m/z 41.10 59.26%
& 143 199 242
157 185
111
59 214
mmmm‘mmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #167553: Oxalic acid, propy! tetradecy! ester A B
43 18.80 19.00 19.20 19.40
m/z 57.10 59.08%
5000 &

s

134 153168 196
M) . iiia et e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1880 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012720\
Data File : BM024631.D

Aca On : 27 Jan 2020 17:04

Operator : CG/JU

Sample : L1264-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

CTY-GW-01-12

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2081 5.32ng 887991  Chrysene-di2 21.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E- 280 C20H40 074685-30-6 98

2 E-15-Heptadecenal
3 n-Tetracosanol-1
4 Cvclopentadecane

252 C17H320
354 C24H500
210 C15H30

5 1-Heptacosanol

396 C27H560

1000130-97-9 98
000506-51-4 94
000295-48-7 93
002004-39-9 93

Abundance Scan 3047 (20.809 min): BM024631.D (-3043) (-)
57 83
5000
209 234257281 312 341
e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
29 111
UL 1199 167 196 29 250 280
e T e T e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
83
5000
111
139 168 196 224 252
B L e e B e e L o o o e o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
3
5000
167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400

m/z 83.05 100.00%

:

20.40 20.60 20.80 21.00 21.20

m/z 97.10 92 .03%

:

T I T I T
20.40 20.60 20.80 21.00 21.20

m/z 69.10 86.18%

%

20.40 20.60 20.80 21.00 21.20

m/z 57.10 82 .94%

.

20.40 20.60 20.80 21.00 21.20

m/z 55.10 79.97%

:

T I T I T
20.40 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012720\
Data File : BM024631.D

Aca On : 27 Jan 2020 17:04

Operator : CG/JU

Sample : L1264-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Heneicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22 .59 2.10 ng 332234 Perylene-d12 23.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 93
4 Heptadecane 240 C17H36 000629-78-7 93
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3350 (22.592 min): BM024631.D (-3347) (-) m/z 57.10 100.00%
57
85
5000
NN AR SR
141169197 22.20 22.40 22.60 22.80 23.00
ol I, L 225293 293322305387 431461 535 | nso 71.10  84.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane
57
5000 85 BN
22 20 22. 40 22. 60 22. 80 23. 00
29 m/z 85.05 69.40%
‘\M‘ | “J113141169197225253 2%
m/z--> 6 éo 100 150 200 250 300 3éo 460 4éo 560 '
Abundance
57
22.20 22.40 22.60 22.80 23.00
5000 a5 m/z 43.10 58.72%
29
113141169197226
m/z--> 6 éo 160 1éo 200 250 300 3éo 460 4éo 560 '
Abundance #105891: Heptadecane, 3-methyl- BRI
57 22.20 22.40 22.60 22.80 23.00
m/z 55.10 28.26%
- T J\”““NWWKwMJum}\Nvmmv\/uwwm«r
29 113
| \1“”‘1‘?9197 i 254
m/z--> 6 % @ @ 200 m m @ @ @ @ ' 2nwuwmwmmwo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM012720\

Data File : BM024631.D

Acg On : 27 Jan 2020 17:04

Operator : CG/JU

3?22'6 i L1264-01 CTY-GW-01-12
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM012320_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]
Phenol, p-tert-bu... 11.57 4.5 ng 369330 2 10.20 1652080 20.0
n-Hexadecanoic acid 17.79 7.1 ng 1233920 4 16.84 3495130 20.0
Octadecanoic acid 19.08 3.6 ng 594196 5 21.05 3336270 20.0
5-Eicosene, (E)- 20.81 5.3 ng 887991 5 21.05 3336270 20.0
Heneicosane 22.59 2.1 ng 332234 6 23.16 3166610 20.0
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