LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 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-BM031119.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 5.257 363 369 382 rBVY 3933550 5965979 40.64% 6.625%
2 6.846 631 639 657 rBY 4341841 7064611 48.12% 7 .845%
3 7.199 691 699 715 rBVY 4373903 6940448 47 .27% 7.707%
4 7.657 771 777 787 rBV 757487 1232264 8.39% 1.368%
5 7.975 823 831 841 rBVY 2925215 4656887 31.72% 5.171%
6 8.828 968 976 998 rBY 2298404 4013116 27.34% 4 .456%
7 10.445 1244 1251 1274 rBV 969369 1759940 11.99% 1.954%
8 12.928 1666 1673 1695 rBVY 6115115 8948990 60.96% 9.938%
9 13.780 1813 1818 1829 rBV 386865 627074 4.27% 0.696%
10 14.316 1899 1909 1928 rBV2 1701980 2770469 18.87% 3.076%

11 15.816 2157 2164 2182 rBV 6676467 9572159 65.20% 10.630%
12 17.068 2371 2377 2389 rBV2 2368764 3555703 24.22% 3.948%
13 17.957 2523 2528 2540 rBV 325098 554841 3.78% 0.616%
14 19.704 2819 2825 2839 rBV 11667647 14681019 100.00% 16.303%
15 20.962 3035 3039 3052 rBV 1531940 1855572 12.64% 2.061%

16 21.268 3085 3091 3101 rBV 3121071 4186798 28.52% 4.649%
17 21.403 3111 3114 3119 rBV2 119688 150350 1.02% 0.167%
18 21.833 3184 3187 3189 rBV2 133664 170792 1.16% 0.190%
19 22.292 3261 3265 3269 rBV2 208460 258560 1.76% 0.287%
20 22.792 3346 3350 3354 rVB 304502 411576 2.80% 0.457%

21 23.356 3441 3446 3452 rVB 476519 719426 4_.90% 0.799%
22 23.503 3464 3471 3482 rBV 1853428 3555077 24.22% 3.948%
23 23.997 3549 3555 3563 rVB 663511 1276552 8.70% 1.418%
24 24.086 3566 3570 3581 rVB3 295048 602016 4._.10% 0.669%
25 24.739 3675 3681 3688 rVB 785150 1608910 10.96% 1.787%

26 25.603 3821 3828 3837 rVB 627207 1585298 10.80% 1.760%
27 26.621 3995 4001 4010 rVB2 481315 1328287 9.05% 1.475%

Sum of corrected areas: 90052714
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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 M\DATA\BM031219\

BM019139.D

13 Mar 2019 09:04

JussJ

K1824-17

31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM019139.D

6.85 7.20
5.26

7.97
8.83

7.66

10.45

0
Time-->

3.

50 400 450 500 550 6.00 650 700 750 800 850

9.00

9.50

10.00 10.50 11.00 11.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BM019139.D

15.82
12.93

17.07
14.32

13.78

17.96

19.70

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1e+07

8000000

6000000

4000000

TIC: BM019139.D

21.27
23.50

2000000

0

20.96

A 24.74
23.3 2 25.60
1.40 21.83 22.29 2%39 )i B0 ) A

26.62
N

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM031119.M Wed Mar
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.20 Concentration Rank 1

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

7.20 112.65 ng 6940450 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 699 (7.199 min): BM019139.D (-691) (-) m/z 132.00 100.00%
32
5000

6.80 7.00 7.20 7.40 7.60
m/z 68.10 49.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 /|\|||||||||||||||||||||

6.80 7.00 7.20 7.40 7.60
m/z 134.00 33.19%

15 39 Gﬁ? 90 104

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57 132
24 e
6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 31.18%
SN O OEE O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine T R R E
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.74%
5000
33 . 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 680 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 n-Hexadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.96 3.12ng 554841  Phenanthrene-d10 17.07
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 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2529 (17.962 min): BM019139.D (-2523) (-) m/z 73.00 100.00%
73
I __L
5000
129
97 213 LI LI I L L L L
115 143157171185, g5 | 5oy 256 081 1760 1780 1800 1820

m/z 60.00 75.28%

m/z--> 20 40
Abundance

80 100 120 140 160 180 200 220 240 260 280
#92226: n-Hexadecanoic acid

43 73

5000: 29 L LA

17.60 17.80 18.00 18.20
129 - m/z 43.10 58.30%

97
|‘ A 15 | 1431571711851 9913527
RARRRE RN s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 73
_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_r

17.60 17.80 18.00 18.20
5000 m/z 55.05 51.31%

29
3 1
...,.‘...‘,‘a‘..“l“‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance cTri i i

#65566: Tridecanoic acid e LR B it o o SR R S
73 17. 60 17. 80 18. OO 18 20
m/z 57.10 50.61%

43 57
5000
129
29 115 171 214
185
15 \‘ 0, L T 0| 182 ‘ 199 |
2l A e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.96 8.86 ng 1855570 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Hexadecanol 242 C16H340 036653-82-4 90
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 83
Abundance Scan 3039 (20.962 min): BM019139.D (-3035) (-) m/z 83.10 100.00%
7183
5000 111
139 20.60 20.80 21.00 21.20
Y l (107 207228252 282 325355 429 /7 69.05  97.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43
69
5000 AU AR IR
97 20.60 20.80 21.00 21.20
m/z 57.05 93.50%
Lo L i [135 169105 224 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
g7
83
20.60 20.80 21.00 21.20
5000 m/z 55.10 83.22%
29 111
J[ J ’ ‘l |139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #83793: 1-Hexadecanol B R e
55 20.60 20.80 21.00 21.20
83 m/z 97.05 83.07%
5000
31 111
LLLLLL ] s 10190 24
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.79 2.32 ng 411576 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 3350 (22.792 min): BM019139.D (-3346) (-) m/z 57.10 100.00%

57
85
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.40 22.60 22.80 23.00 23.20

113
| [ 141169197 225 255281 326 357385 430 489

B B B e m/z 71.10 86.81%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethy!-
57 \‘
5000 85 T T 1T LELER L B R LB B

22. 40 22. 60 22. 80 23 00 23. 20
m/z 85.05 60.06%

113
A A1 183211 239 267 296

m/z--> 0 50 100 150 200 250 300 350 400 450

g

Abundance #115570: Heneicosane
57
85 22.40 22.60 22.80 23.00 23.20
5000 m/z 43.10 52.38%
29 113
|| | 0141169197 225055 296
I e e N
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane e  E l AE e E e
57 22.40 22.60 22.80 23.00 23.20
m/z 55.05 22.00%
113
29 | [ 141169 197 225 253 281 309 337 365 408
L B I e e I o e e e R R R RN R
m/z--> 0 50 100 150 200 250 300 350 400 450 22. 40 22. 60 22. 80 23 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.36 4_.05 ng 719426 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 10-Methvlnonadecane 282 C20H42 056862-62-5 86
4 Octadecane. l-iodo- 380 C18H371 000629-93-6 86
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 83

Abundance Scan 3447 (23.362 min): BM019139.D (-3441) (-) m/z 57.10 100.00%

5000

23.00 23.20 23.40 23.60
m/z 71.05 92 .59%

o 141169 209239 281311339369 417 476 535

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-

5000 e T
23.00 23.20 23.40 23.60

m/z 85.10 64 .29%

99 127 196
| 47155 | 225053281

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #115570: Heneicosane
23.00 23.20 23.40 23.60
5000 m/z 43.05 55.88%
141169197225053 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107656: 10-Methylnonadecane R e
57 23. 00 23 20 23. 40 23 60

m/z 55.05 22 .95%

5000
154
29‘ il 267

J\ I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 00 23 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.00 7.18 ng 1276550 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3555 (23.997 min): BM019139.D (-3549) (-) m/z 57.10 100.00%
- /\JL
a1 23.60 23.80 24.00 24.20 24.40
183211239 282309 341371 403431 475 549 n/z 71.10 90 . 18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
7
5000 85 U
23160 2380 24.00 24.20 24.40
29 m/z 85.10 60.26%
LU e *0om0m06 009
m/z--> 50 100 150 200 250 300 350 400 450 500 5850
Abundance #115577: Pentadecane, 8-hexyl-
43
71 23.60 23.80 24.00 24.20 24.40
5000 m/z 43.05 53.22%
99 196
. ,...J.u,f.?i?lﬁ?.. I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73970: Tridecane, 6-propy!- ERERERmEE T o
43 2360 2380 24.00 24.20 24.40
71 m/z 69.10 23.71%
5000
J99126154183
1] 226
m/z--> éo 100 150 200 250 300 350 400 450 500 550 23160 23.80 24.00 24.20 24.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031219\
BM0O19139.D

13 Mar 2019 09:04

Ju/sJ

K1824-17

31 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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

8 17-Pentatriacontene

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
24.09 3.39ng 602016  Perylene-di2 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 93

2 Trifluoroacetic acid.

n-octadecy... 366 C20H37F302
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2

079392-43-1 91
005454-48-8 87

4 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
Abundance Scan 3571 (24.092 min): BM019139.D (-3566) (-) m/z 83.10 100.00%
83
55
5000 11
l 165 | es 281 23.80 24.00 24.20 24.40
168 251 326 355 387416 490 ' ' ' :
A AR L T L B ) S e 3BTRS 460 %49 m/z 57.05  98.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168066: 17-Pentatriacontene
43
5000 83 L B e R
23. 80 24 00 24. 20 24 40
1 m/z 69.10 93.38%
| 139167196224 267294321 462490
L B B L B e e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
R A
23.80 24.00 24.20 24.40
5000 83 m/z 97.05 85.90%
11
| | ﬂ39168195224252
— e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #145521: Bromoacetic acid, hexadecyl ester
43 23.80 24.00 24.20 24.40
83 m/z 55.10 77.90%
5000
11
L, u141168196224 269
L L B L I B B o O BB E s E e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24. 20 24 40

8270-BM031119.M Wed Mar 13 18:20:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.74 9.05 ng 1608910 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetradecane 198 C14H30 000629-59-4 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
Abundance Scan 3681 (24.739 min): BM019139.D (-3675) (-) m/z 57.10 100.00%
57
85
5000
113 24.40 24.60 24.80 25.00
141169 207
0 ,”,11, 239266205323 358 393 429 490 | "m/z 71.10 89.96%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 UL U B

24,40 24.60 24,80 25.00
m/z 85.10 63.68%

29 113
|| ] ] ] | 141169197 225 253 296
e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #55008: Tetradecane
57
T T
24 40 24. 60 24.80 25.00
5000 85 m/z 43.05 52.23%
29
[ 1|} 113141169198
L o A e B e B L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane T B aar e
57 24 40 24. 60 24 80 25 00

m/z 69.10 22 .91%

5000 85
29 .
L1 M3 141 169 197 205 254

m/z--> 0 50 100 150 200 250 300 350 400 450 24 40 24. 60 24 80 25 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

25.60 8.92 ng 1585300 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
4 Docosane. 5-butvl- 366 C26H54 055282-16-1 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86

Abundance Scan 3827 (25.597 min): BM019139.D (-3821) (-) m/z 57.10 100.00%

5000

IS

25.20 25.40 25.60 25.80 26.00

141169 207 249280309 342 385 431 476 549

0 m/z 71.10 91.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91036: Octadecane
5000 LA INLL L L L L L LB L L

25.20 25.40 25.60 25.80 26.00
m/z 85.10 64 .45%

13141169197,05254
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151555: Heptacosane
5[7

25.20 25.40 25.60 25.80 26.00
5000 85 m/z 43.05 52.00%

29 13
ﬁl 141169197225253281309337 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #151357: Octadecane, 1-iodo- e e
57 25.20 25.40 25.60 25.80 26.00
m/z 69.10 23.43%
5000 85
29
LU tssimspyy 250

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25. 20 25. 40 25 60 25. 80 26. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019139.D

Aca On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample : K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

26.62 7.47 ng 1328290 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86

Abundance Scan 4001 (26.621 min): BM019139.D (-3995) (-) m/z 57.10 100.00%

57
85
5000

26. 40 26 60 26 80 27. 00

3
141 183 225753283 323 358 399 461 503 549

e d AT 1 225253283 323 358 399 A6l 503 849 | no7U71 10 94.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
57
5000 LI L L L L L LB LB
85 26. 40 26 60 26 80 27. 00
m/z 85.10 60.50%
29
i 1113141169197225253281 323351380
L B e e AR RS e e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
R e e e  REARE E
71 26.40 26.60 26.80 27.00
5000 m/z 43.10 51.68%
99 197
I o o I A A o e e B e o e e S B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155178: Octacosane R e

26. 40 26 60 26 80 27. OO
m/z 69.10 24 .98%

113141169197225253281309337365394

m/z--> 50 100 150 200 250 300 350 400 450 500 550 26. 40 26 60 26 80 27. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031219\
Data File : BM019139.D

Acq On : 13 Mar 2019 09:04

Operator : JU/SJ

Sample - K1824-17

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .20 7.20 112.7 ng 6940450 1 7.66 1232260 20.0
n-Hexadecanoic acid 17.96 3.1 ng 554841 4 17.07 3555700 20.0
Heptafluorobutyri... 20.96 8.9 ng 1855570 5 21.27 4186800 20.0
Heptadecane, 2,6,... 22.79 2.3 ng 411576 6 23.50 3555080 20.0
Pentadecane, 8-he... 23.36 4.0 ng 719426 6 23.50 3555080 20.0
Pentadecane, 8-he... 24.00 7.2 ng 1276550 6 23.50 3555080 20.0
17-Pentatriacontene 24 .09 3.4 ng 602016 6 23.50 3555080 20.0
Heneicosane 24._.74 9.1 ng 1608910 6 23.50 3555080 20.0
Octadecane 25.60 8.9 ng 1585300 6 23.50 3555080 20.0
Heptacosane 26.62 7.5 ng 1328290 6 23.50 3555080 20.0
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