LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44 Instrument :

Operator : JU/SJ gyAﬁg el
- - lentosampleld :

3?22'6 : K1655-10 A0C12-2-1.5-2.0

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-BM021119.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 5.281 366 373 396 rBY 5299534 7706289 47 .26% 7.532%
2 6.863 634 642 656 rBY 5557210 8802511 53.98% 8.603%
3 7.216 695 702 716 rBVY 5591770 8781729 53.86% 8.583%
4 7.681 773 781 788 rBV 893826 1397631 8.57% 1.366%
5 7.998 827 835 845 rBVY 3796632 5914368 36.27% 5.780%
6 8.851 972 980 999 rBVY 3013087 5093742 31.24% 4_.978%
7 10.469 1248 1255 1272 rBV 1114318 1939871 11.90% 1.896%
8 12.951 1669 1677 1691 rBV 7552208 11026196 67.62% 10.776%
9 13.798 1815 1821 1835 rBV 432419 649577 3.98% 0.635%
10 14.333 1905 1912 1921 rBV2 1789107 2654670 16.28% 2.594%

11 15.833 2160 2167 2182 rBV 7323997 10037564 61.56% 9.810%
12 17.086 2374 2380 2385 rBV2 2224629 3234762 19.84% 3.161%
13 17.127 2385 2387 2393 rVB 178722 237441 1.46% 0.232%
14 17.751 2488 2493 2497 rBV 180016 214099 1.31% 0.209%
15 17.980 2526 2532 2543 rBV 1140557 1713307 10.51% 1.674%

16 19.062 2712 2716 2721 rVB 147281 163361 1.00% 0.160%
17 19.151 2727 2731 2740 rVB 211019 329556 2.02% 0.322%
18 19.262 2746 2750 2761 rBV 360115 547757 3.36% 0.535%
19 19.409 2771 2775 2784 rVB 229915 271974 1.67% 0.266%
20 19.521 2790 2794 2802 rVB 168596 246376 1.51% 0.241%

21 19.727 2822 2829 2835 rBV 13277170 16305523 100.00% 15.936%
22 20.456 2950 2953 2958 rBV 353368 387722 2.38% 0.379%
23 20.521 2960 2964 2968 rVB 134861 163328 1.00% 0.160%
24 20.986 3038 3043 3053 rBV 1676215 2265850 13.90% 2.214%
25 21.286 3088 3094 3099 rBV 2951054 3892014 23.87% 3.804%

26 21.421 3113 3117 3124 rBV 425511 497471 3.05% 0.486%
27 21.850 3187 3190 3205 rVB 491242 823473 5.05% 0.805%
28 22.315 3265 3269 3276 rVB 683207 866423 5.31% 0.847%
29 22.821 3350 3355 3359 rBvV 661469 953575 5.85% 0.932%
30 23.386 3447 3451 3457 rVB 528863 780876 4._.79% 0.763%

31 23.533 3470 3476 3488 rVB2 1598390 3119152 19.13% 3.048%

32 24.033 3556 3561 3567 rVB 408753 728340 4_47% 0.712%
33 24.127 3573 3577 3590 rVvB2 271067 573921 3.52% 0.561%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 102320449
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM018991.D
1.2e+07
1le+07
8000000
6000000 528 6.86 7.22
4000000 8.00

8.85

2000000
7.68 10.47

o—rr—rrr—-—rrr——r—t-—r———— - e

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018991.D

19.73
1.2e+07

1e+07

8000000 12.95 15.83
6000000

4000000

17.09

14.33
2000000 17.98

13.80 13 17.75| 199896952 2

O L e e o o o L o e o o B i o B S B o o o s o B A BB A

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018991.D

1.2e+07

1le+07
8000000
6000000

4000000 21.29
23.53

20.99
2000000
22.32 2282 23&
21.85 26933
1.42 __A _,L AN

N

e

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.22 Concentration Rank 1

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

7.22 125.67 ng 8781730 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 703 (7.222 min): BM018991.D (-695) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 - - - -
0 & el 22 m/z 68.10 50.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SARASRRAAS RS RARRA AR
6.80 7.00 7.20 7.40 7.60
31 51 m/z 134.00 33.29%
0 [ L L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 30.61%
104
14 2730 5 BT g s |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.75%
5000
33 a4 105
0"'P"W"EQ'J”%{”JIM"P'""”I'”'I”"P"' RS R UL R
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.98 10.59 ng 1713310 Phenanthrene-d10 17.09
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 Dodecane 170 C12H26 000112-40-3 18
4 Hexadecane 226 C16H34 000544-76-3 18
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 18
Abundance Scan 2532 (17.980 min): BM018991.D (-2526) (-) m/z 73.00 100.00%
7B
43 5
5000
129
97 213 R e EERRARRERE R
US| 4187171185199 | 97 286 17.60 17.80 18.00 18.20
Ol il m/z 60.00 71.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
5000 29 256 AR AR AR R
ﬂmﬂmmmmm
21 m/z 43.05 58.65%
. | I! 143157171185, oo
m/z--> "55"25"60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 55 T8
17.60 17.80 18.00 18.20
5000 - 129 m/z 57.05 53.43%
o ...,....Ua‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36158: Dodecane
43 57 17.60 17.80 18.00 18.20
m/z 55.10 51.17%
71
5000 a5
29
99 170
LR £
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\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.26 2.81 ng 547757 Chrysene-di12 21.29
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
Abundance Scan 2750 (19.262 min): BM018991.D (-2746) (-) m/z 73.00 100.00%
5000 _vN%,,wdvﬂh,j\v»ﬁhwﬂ~«/v/\
119.00 19.20 19.40 19.60
Obrrprrr e m/z 60.00 71.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
48 57 7,
5000 N UL DU BN R
19. oo 19 20 19. 40 19. 60
m/z 43.10 65.90%
zr 143157171
| SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
48 73
7 119.00 19.20 19.40 19.60
5000 m/z 57.05 61.17%
2 , 129 242
115 | 143 199
oLt b L4H 157171185 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid e e o a R
73 19.00 19.20 19.40 19.60
43 m/z 55.10 54 _.11%
5
5000 129
185 228
m 15 | 143157171 | 199
0,,‘ Al L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1900 1920 1940 1960
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heptafluorobutyric acid, n-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.99 11.64 ng 2265850 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 3044 (20.992 min): BM018991.D (-3038) (-) m/z 57.10 100.00%

57

_>

5000 111
A rrrryrrrrryrrrryrrrrrr
139 20.60 20.80 21.00 21.20 21.40
168 209
bt A b L4 L5 e 2900 253283308 341 415 475 Tn/z 83.10  96.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester
43
69
5000

20.60 20.80 21.00 21.20 21.40
m/z 69.10 94 .84%

1 l 125 169 210
OW_V_V_hI II|||||||||||||=||||||||||||||||||||||||||||

1
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #106400: 3-Eicosene, (E)-
57
83 A A
20.60 20.80 21.00 21.20 21.40
5000 m/z 97.05 83.25%
29 111
o | J J 1139 167 196 224 252 280
e A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143984: Trichloroacetic acid, tetradecyl ester
4 83 20.60 20.80 21.00 21.20 21.40
m/z 55.10 80.17%
5000
139 168196 941
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

Sample : K1655-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 7 Eicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.42 2.56 ng 497471 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 83
4 Dodecane 170 C12H26 000112-40-3 83
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3117 (21.421 min): BM018991.D (-3113) (-) m/z 57.10 100.00%
g7
85
5000
113 141 207 21.20 21.40 21.60 21.80

oA A AL L4109 207 230 282300 342 aonaze 475 | o TT1Ti0 89 00%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane

5000
21.20 21.40 21.60 21.80
m/z 85.10 58.29%
01
m/iz--> 0 50 100 150 200 250 300 350 400 450

Abundance #123100: Pentadecane, 8-heptyl-

7

21.20 21.40 21.60 21.80

5000 a5 m/z 43.10 55.94%

29
113 210
o | J [1° 141 169 239266 309
S R O it M 12 R
mz-> 0 50 100 150 200 250 300 350 400 450

Abundance #45555: Dodecane, 4-methyl- R e B S e
43 71 21. 20 21. 40 21. 60 21. 80
m/z 55.05 25.45%
5000
99 141
ol 15 [, 1 169

m/z--> 0 50 100 150 200 250 300 350 400 450 21 20 21.40 21.60 21.80

8270-BM021119.M Mon Mar 04 17:36:37 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 8 Heptadecane, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.85 4.23 ng 823473 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 91
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
Abundance Scan 3190 (21.850 min): BM018991.D (-3187) (-) m/z 57.10 100.00%
g7
85
5000
113 21.60 21.80 22.00 22.20
141
oLl A L7 109197225253 281 824 385 417 489 | o771 10 88.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91038: Heptadecane, 4-methyl-
43
71
5000

21.60 21.80 22.00 22.20
m/z 85.10 60.41%

99
| 137 ass182 21 o0

(. ,....,.‘...,....,........,....,....,....,....I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
_l_l_l_l—l_l_l_l—l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_
71 21.60 21.80 22.00 22.20
5000 m/z 43.10 55.17%
99 127
ol A )| 97155183 225253 295 337
R I i o L e Lt B o B e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl- B L B e

21.60 21.80 22.00 22.20
m/z 55.10 23.08%

5000

10

239266 309
m/z--> 50 100 150 200 250 300 350 400 450 21. 60 21. 80 22. OO 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 8
R.T. EstConc Area Relative to ISTD R.T.
22.32 4.45 ng 866423 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonacosane 408 C29H60 000630-03-5 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 3270 (22.321 min): BM018991.D (-3265) (-) m/z 57.10 100.00%
57
85
5000
113 22 00 22.20 22.40 22.60
141 169 207
0 ,J|, Lo s, £2233298 204323 356 399429 489 | n/z 71.10  86.91%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 USRS AR SRR

22.00 22.20 22.40 22.60
m/z 85.10 58.29%

29 113
oL Loz 206
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
5[7
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

22.00 22.20 22.40 22.60

5000 m/z 43.10 52.31%
85
29
o] JJ113141169197225253281 323 351 380

L sl -

mz-> 0 50 100 150 200 250 300 350 400 450

Abundance #158131: Nonacosane T

57 22.00 22.20 22.40 22.60

m/z 55.10 24 .17%

5000 85 )LM
113
29 | 717 141169 197 205 253 281 309 337 365 408

| 4y

IS Y i o Al R T - it ——

m/z--> 0 50 100 150 200 250 300 350 400 450 22. OO 22 20 22. 40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Docosane, 5-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.39 5.01 ng 780876 Perylene-d12 23.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 5-butvl- 366 C26H54 055282-16-1 90
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 86

Abundance Scan 3452 (23.391 min): BM018991.D (-3447) (-) m/z 57.10 100.00%

85
5000

113 23.00 23.20 23.40 23.60 23.80
141 13207
ol .|, v 1|, L1 238 282 318 355 403431 489 | hzz 71.10  87.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147094: Docosane, 5-butyl-
43
71
5000 T T 1T LELBLL N B TTTT T
23. 00 23. 20 23. 40 23 60 23. 80
126 m/z 85.10 63.26%
97 309
o thmmmgmlwm
e B I e e L i i e e o e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147096: Docosane, 9-butyl-
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
23.00 23.20 23.40 23.60 23.80
5000 85 m/z 43.10 54 _59%
113
o ‘ ‘ 141 182511 253280 309 337 365
L B o e L ML LA B e B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147095: Eicosane, 7-hexyl- R ARAR R
57 23.00 23.20 23.40 23.60 23.80
m/z 55.10 22 .39%
113
oL 141 182517 555 281308 337
L B o o L A A A e e B e e T T T T
m/z--> 50 100 150 200 250 300 350 400 450 23. 00 23. 20 23. 40 23 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

Sample : K1655-10

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 12 Tetratriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .03 4_.67 ng 728340 Perylene-d12 23.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 3561 (24.033 min): BM018991.D (-3556) (-) m/z 57.10 100.00%

57
85
5000

113
141169197 23.80 24.00 24.20 24.40
obr LU L0197 225 205 p0sazs sso 3 szg arsson 7, G 405" I

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167078: Tetratriacontane
57
5000 85 LN L L B L
23. 80 24, 00 24 20 24. 40
29 113 m/z 85.10 61.66%
ol du b | lJ1f1169197225253281311337367 410435
L e e L ALA BLALA A B o B o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl-
43
R R RERRESESEE S
71 23.80 24.00 24.20 24.40
5000 m/z 43.10 53.13%

99 196
127155 | 225252280

e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- T
43 23.80 24.00 24.20 24.40

4

m/z 55.10 21.83%

5000

-

99
127155183 225053 295 337

. e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. 80 24. 00 24 20 24. 40

8270-BM021119.M Mon Mar 04 17:36:39 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30119\

Data File : BM018991.D

Aca On : 01 Mar 2019 17:44

Operator : JU/SJ

ﬁ?ggle i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 13 Heptafluorobutanoic acid, h... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24 .13 3.68 ng 573921 Perylene-di12 23.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 80
3 1-Heptacosanol 396 C27H560 002004-39-9 72
4 1-Docosene 308 C22H44 001599-67-3 62
5 1-Eicosanol 298 C20H420 000629-96-9 58
Abundance Scan 3578 (24.133 min): BM018991.D (-3573) (-) m/z 97.10 100.00%
57 |9
209 23.80 24.00 24.20 24.40
239 313 344 : : : :
B Z10 387 40 "m/z 83.10 99.89%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83
5000 LSRRI SR UM B
111 23.80 24.00 24.20 24.40
m/z 57.10 89.06%
T i 207 o
04 |||||'|‘||"||||=|||||||||||||||||||
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 83
23.80 24.00 24.20 24.40
5000 111 m/z 69.10 88.35%
29
o dubd | | [13° 168 210 238 266 205
mz-> 0 50 160 1%0 200 2%0 300 350 400
Abundance #155622: 1-Heptacosanol A mE R
43 23.80 24.00 24.20 24.40
m/z 55.10 74 .24%
oh_ A 1 I 154 182 210 288 281 309 337 378
m/z-> 0 5'0 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30119\

Data File : BM018991.D

Acg On : 01 Mar 2019 17:44

Operator : JU/SJ

3?22'6 i K1655-10 AOC12-2-1.5-2.0
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 .22 7.22 125.7 ng 8781730 1 7.68 1397630 20.0
n-Hexadecanoic acid 17.98 10.6 ng 1713310 4 17.09 3234760 20.0
Octadecanoic acid 19.26 2.8 ng 547757 5 21.29 3892010 20.0
Heptafluorobutyri... 20.99 11.6 ng 2265850 5 21.29 3892010 20.0
Eicosane 21.42 2.6 ng 497471 5 21.29 3892010 20.0
Heptadecane, 4-me... 21.85 4.2 ng 823473 5 21.29 3892010 20.0
Heneicosane 22.32 4.5 ng 866423 5 21.29 3892010 20.0
Docosane, 5-butyl- 23.39 5.0 ng 780876 6 23.53 3119150 20.0
Tetratriacontane 24 .03 4.7 ng 728340 6 23.53 3119150 20.0
Heptafluorobutano... 24.13 3.7 ng 573921 6 23.53 3119150 20.0
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