LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040336.D
Acq On > 3 Apr 2019 21:47 Instrument :
Operator : JU/SJ ?le\!A_(tSS el

- _ lentosampleld :
3?22'6 : K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 5.604 420 428 441 rBV 1111464 1857102 46.04% 7.284%
2 7.203 690 700 716 rBV 1145368 2028379 50.29% 7.956%
3 7.579 755 764 780 rBV 1114132 1961665 48.63% 7 .695%
4 8.049 837 844 854 rBV 209524 367287 9.11% 1.441%
5 8.372 891 899 907 rBV 794629 1424239 35.31% 5.587%
6 9.224 1034 1044 1056 rBVY 678587 1225536 30.38% 4.807%
7 10.863 1316 1323 1334 rBVY 266142 494422 12.26% 1.939%
8 13.301 1727 1738 1746 rBV 1657701 2591616 64.25% 10.166%
9 14.124 1873 1878 1885 rVB 117735 177022 4_39% 0.694%
10 14.676 1966 1972 1980 rVB2 411159 680284 16.87% 2.668%

11 16.169 2219 2226 2237 rBV 1505139 2301388 57.06% 9.027%
12 16.362 2253 2259 2264 rVB2 32279 51975 1.29% 0.204%
13 17.426 2427 2440 2451 rBV2 592844 928012 23.01% 3.640%
14 18.284 2581 2586 2596 rBV2 74258 158468 3.93% 0.622%

15 19.476 2785 2789 2794 rVB 32218 42698 1.06% 0.167%
16 19.547 2797 2801 2810 rBV6 29529 61749 1.53% 0.242%
17 19.835 2847 2850 2857 rVB 32750 49148 1.22% 0.193%

18 20.023 2876 2882 2893 rBV 2955850 4033457 100.00% 15.821%
19 21.298 3094 3099 3107 rBV2 99115 170095 4.22% 0.667%
20 21.697 3160 3167 3173 rBV 681206 1133047 28.09% 4._.444%

21 21.844 3186 3192 3197 rBV 80004 114164 2.83% 0.448%
22 22.449 3288 3295 3301 rBV2 145758 249515 6.19% 0.979%
23 23.143 3406 3413 3425 rVB 206840 400252 9.92% 1.570%
24 23.954 3543 3551 3559 rBV2 269398 596144 14.78% 2.338%
25 24.905 3705 3713 3718 rBV3 194092 516562 12.81% 2.026%

26 24.976 3719 3725 3742 rVB2 355623 1057935 26.23% 4_.150%
27 26.045 3896 3907 3921 rBV2 171234 523677 12.98% 2.054%
28 27.414 4130 4140 4155 rVB3 81126 298322 7.40% 1.170%

Sum of corrected areas: 25494160

8270-BG032719.M Thu Apr 04 18:16:41 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040336.D

2500000
2000000

1500000

5.60 7.20 758
1000000
9.22

500000
8.05 10.86

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040336.D

20.02

2500000

2000000

13.30

1500000 16.17

1000000

21.70
17.43

500000 14.68
22.45

1412 A 16,36 18.28 1991850.83 2130 184

o) DRSNS i SEESIN| GHE | SN | viv.fut O | M——— E—————— anv.ed (FEPSEEENS S SRR SRS AL S

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG040336.D

2500000
2000000
1500000
1000000

500000 24.98

23.95
23.14 2461
ﬁ 26,05 27.41
VAN

O T T T T e A e e e O e e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

Sample - K1695-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG032719.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.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 1 unknown7.58 Concentration Rank 1

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

7.58 106.82 ng 1961670 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 764 (7.579 min): BG040336.D (-755) (-) m/z 132.00 100.00%
132
5000 68
96 IR R RS AR
40 54 - 06 J 7.20 7.40 7.60 7.80 8.00
0 4N N - Y | AN m/z 68.00 43.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SR LR AR
7.20 7.40 7.60 7.80 8.00
2 51 m/z 134.00 32.66%
0'"I'J”Ml'HW'l”j?”"l"”l""""I”"I'”'
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 720 7.40 7.60 7.80 800
5000 gg 116 m/z 66.00 28.11%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.54%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 i 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.28 3.42 ng 158468 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 18
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 11
Abundance Scan 2585 (18.278 min): BG040336.D (-2581) (-) m/z 73.00 100.00%
73
43 60
5000
P 129 s
9111 | 143157171185 ,90 1 207 o5 18.00 18.20 18.40 18.60
o} m/z 43.10 76.26%
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 R AR R B SN
mmmmmmmm
m/z 60.00 72.69%
Oy
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
18.00 18.20 18.40 18.60
5000 29 m/z 57.00 68.09%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R T
60 73 18.00 18.20 18.40 18.60
43 m/z 55.00 62.59%
5000 129
; 185 228
01115 143 127171
ob \‘ M , ‘ ‘ I, T* e Ll .‘..1.9?.2.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 18. 00 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 Oxalic acid, isobutyl hepta... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.30 3.00 ng 170095 Chrysene-d12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91
2 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 91
3 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 74
Abundance Scan 3099 (21.298 min): BG040336.D (-3094) (-) m/z 57.10 100.00%
57
\m 21.00 21.20 21.40 21.60
169 281 : : : :
o3 L | a0 169108 218 225 281 56 ot et S ey
m/z--> 50 100 150 200 250 300 350
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester
57
5000 AR AN BN B
21.00 21.20 21.40 21.60
29 83 m/z 55.00 56.06%
111 283
oLl H ,JL\IH\HI L1 e 210 238 T
m/z--> 50 100 150 200 250 300 350
Abundance
57
21.00 21.20 21.40 21.60
5000 m/z 71.10 52 _.35%
29 83
o 10 g6 a2 (BT
m/z--> 50 100 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester e
57 21.00 21.20 21.40 21.60
m/z 85.05 41._.47%
5000
29
0 J LD LA 1se 196 224 269
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.84 2.02 ng 114164 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3191 (21.838 min): BG040336.D (-3186) (-) m/z 57.00 100.00%
57
UL PN SRR SR B
113 21.60 21.80 22.00 22.20
155
o4 ,I'. B 333795 182 211228249 283 35 | ™300 66.56%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR SR BUREU BULSURE B
mmmmnmnm
m/z 71.10 57.71%
29‘ ‘ \”3 141 169 282
ol Ll ] T 19 107 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 2160 21.80 22.00 22.20
5000 85 m/z 85.05 47 .13%
29
o 113 141 169 197 205 268
m/z--> - 'go' B '160' B '150' B '200' B '2é0' B '300' ' "350'
Abundance #94356: Tetradecane, 2,6,10-trimethyl- R AR EARS S
57 21.60 21.80 22.00 22.20
m/z 41.00 22.95%
- | WMAMAJWWAMM
113 155
o Ll L as7 | 88 0720
m/z--> % ﬁo 150 200 ﬁo 3& ﬁ mmmmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.45 4.40 ng 249515 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 89
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3295 (22.449 min): BG040336.D (-3288) (-) m/z 57.10 100.00%
g7
5000 85 __ﬁ**_~,-MM,]\\ﬁ__*,v~,-,
113 14 ' 22.20 22.40 22,60 22.80
ol Al T 9 207 299 267 3% | “n/z 71.05  58.05%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AR AR AR AR
85 22120 22.40 22.60 22.80
m/z 43.05 54 _78%

29
0 | || M8 141 169 197 225 253 281 323 351 380
b T 141 169 197 225 253 281 323 351 380
miz--> 50 100 150 200 250 300 350
Abundance
57

22.20 22. 40 22 60 22.80

85

5000 m/z 85.10 43.22%
29 113
0 141 169 197 225 253 296
I B e e e e e L A e e B ! LANLNS B w m  o
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 22 20 22.40 22.60 22.80

m/z 55.00 21.08%

5000 85
29 113
I | 141 169 197 225 253 281 309 338

ol I T 09 197 225 208 281 309 38 S NN S

m/z--> 50 100 150 200 250 300 350 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.14 7.07 ng 400252 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3413 (23.143 min): BG040336.D (-3406) (-) m/z 57.10 100.00%
57
5000 85
13 22.80 23.00 23.20 23.40
141
oL ,I.l! AT 160 207 288050283302 394 T a3 05 57 55%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 SBSURMUERABAREE R
nmmmmmmm
29 m/z 71.05 56.79%
o h Ly e 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo '
Abundance
57
2280 23,00 2320 2340 |
5000 m/z 85.05 42 .42%
85
0 29 113 141 169 197 225 253 281 323 351 380
NI N UL SRR WL UL WAL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- O P Y T T PR TR TS
57 nmmmmmmm
m/z 55.00 23.53%
5000 85
oL 3 } || 14 169 2%0H239 267 309 336 366
m/z--> 55 160 1éo 200 250 360 3éo ' 22.80 2300 23.20 23.40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.95 11.27 ng 596144 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3550 (23.948 min): BG040336.D (-3543) (-) m/z 57.05 100.00%

7

5000

—

23.60 23.80 24.00 24.20
m/z 71.10 62.01%

113 141 169 207

ol 252 295322 357

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane

>

5000 85 LA L L L L L LB L I
23.60 23.80 24.00 24.20
29 m/z 43.00 59.86%
oL “ || 113 141 169 197 225 253 281 309 338
T e T T e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
T
P 23.60 23.80 24.00 24.20
5000 m/z 85.10 48.80%
29 113
o 141 169 197 225 253 296
T T e T e T T T T e
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #209565: Octacosane e R R
57 23.60 23.80 24.00 24.20
m/z 55.00 20.98%
5000 85
2 1314
ol | [+ 169 197 225 253 281 309 337 365 394
e T e e e e R R e
mz-> 0 50 100 150 200 250 300 350 400 450 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .91 9.77 ng 516562 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
Abundance Scan 3714 (24.911 min): BG040336.D (-3705) (-) m/z 57.10 100.00%

57
5000 85

113 24. 60 24 80 25 00 25. 20
j 141 169 197 225 264
ol AL L2 109 197 225 264 295 841365 415 | nsoT 71 05 59.69%

m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57

5000 85 LA e e B
24.60 24.80 25.00 25.20

m/z 43.00 53.74%

113
ol 220 LT 109 211 230 267 295 335 352
e L e e e AL e S o o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

24. 60 24 80 25 00 25.20

o —

5000 8 m/z 85.05 47.24%
29
o 113 141 169 197 225 253 338
e B g B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 24.60 24.80 25.00 25.20

m/z 55.00 19.28%

85
5000
29 113
LT 141 169 197 225 253 296

o—rtytt At T T T T T T T

m/z--> 50 100 150 200 250 300 350 400 24. 60 24 80 25 00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 10 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

26.05 9.90 ng 523677 Perylene-d12 24.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87

Abundance Scan 3908 (26.051 min): BG040336.D (-3896) (-) m/z 57.10 100.00%

g7
5000 85

113 25.80 26.00 26.20 26.40
141 169 211
ol DL T 109 100210 239 267 204 m/z 71.05 60.95%

m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85
25.80 26.00 26.20 26.40
29 m/z 43.00 58.89%
ol e T 41 169 197 225 253 281 300 338
m/z--> 50 100 150 200 250 300 350
Abundance
57
A B o e e
25.80 26.00 26.20 26.40
5000 85 m/z 85.05 44 .64%
29
. 13 141 160 107 225 253 295 323 367
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 25.80 26.00 26.20 26.40
m/z 55.00 23.17%
85
5000
29 113
ol L. Ty J[ I 1?1 (169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 25 80 26 00 26. 20 26. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

ﬁ?ggle i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 11 Heneicosane, 1l1-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

27.41 5.64 ng 298322 Perylene-d12 24.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 81
2 Triacontane 422 C30H62 000638-68-6 68
3 Tetratetracontane 619 C44H90 007098-22-8 68
4 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 68
5 Hentriacontane 437 C31H64 000630-04-6 68

Abundance Scan 4139 (27.408 min): BG040336.D (-4130) (-) m/z 57.05 100.00%

5000

i

27.00 27.20 27.40 27.60 27.80

141 177211 249 295

356

0 m/z 71.10 66.27%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494: Hexacosane
57
5000 TTT T LR B TTTT TT

27.00 27.20 27.40 27.60 27.80
m/z 43.00 60.68%

sl 11l h‘ |t ‘ 1183 225 267 300 366

o ZBLAMIL] 1, 50 225 267 309 %86
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R EEAREEaE s
27.00 27.20 27.40 27.60 27.80
5000 m/z 85.10 39.58%
99
ol_26 141 183 225 267 309 351 422
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane A BT L s SL e
57 27.00 27.20 27.40 27.60 27.80
m/z 99.05 20.84%
5000

-

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

L N R S IS8

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 27.00 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\

Data File : BG040336.D

Acq On : 3 Apr 2019 21:47

Operator : JU/SJ

3?22'6 i K1695-08 DPC-91723-SO-TP5-B
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
unknown7 .58 7.58 106.8 ng 1961670 1 8.04 367287 20.0
n-Hexadecanoic acid 18.28 3.4 ng 158468 4 17.43 928012 20.0
Oxalic acid, isob... 21.30 3.0 ng 170095 5 21.70 1133050 20.0
Eicosane 21.84 2.0 ng 114164 5 21.70 1133050 20.0
Heptacosane 22.45 4.4 ng 249515 5 21.70 1133050 20.0
Octacosane 23.14 7.1 ng 400252 5 21.70 1133050 20.0
Tetracosane 23.95 11.3 ng 596144 6 24.98 1057940 20.0
Pentacosane 24.91 9.8 ng 516562 6 24.98 1057940 20.0
2-methyloctacosane 26.05 9.9 ng 523677 6 24.98 1057940 20.0
Heneicosane, 11-d... 27.41 5.6 ng 298322 6 24.98 1057940 20.0
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