LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 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-BM010919 .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 4.881 300 305 312 rVB 206229 296158 2.60% 0.362%
2 5.328 374 381 395 rBVY 4352299 6099610 53.46% 7.457%
3 6.910 643 650 667 rBY 4058206 6403517 56.13% 7.829%
4 7.269 703 711 726 rBY 4473444 6997438 61.33% 8.555%
5 7.734 784 790 798 rBV 862382 1339099 11.74% 1.637%
6 8.051 836 844 853 rBVY 3404128 5440920 47 .69% 6.652%
7 8.904 980 989 999 rBVY 2395608 4080908 35.77% 4 .989%
8 10.522 1256 1264 1272 rBV 1005198 1710362 14.99% 2.091%
9 12.998 1678 1685 1700 rBVY 5558940 8327322 72.99% 10.181%
10 13.845 1823 1829 1837 rBvV 391212 595919 5.22% 0.729%

11 14.263 1891 1900 1908 rBvV4 49938 140546 1.23% 0.172%
12 14.380 1914 1920 1928 rBV2 1339635 2128740 18.66% 2.602%
13 15.880 2168 2175 2195 rBV 4702260 6943739 60.86% 8.489%
14 17.133 2382 2388 2393 rBV2 1758316 2534052 22.21% 3.098%
15 17.174 2393 2395 2401 rVB 147204 184435 1.62% 0.225%

16 18.021 2533 2539 2550 rBvV 934918 1521408 13.33% 1.860%
17 19.198 2734 2739 2744 rVB 183311 250836 2.20% 0.307%
18 19.304 2753 2757 2769 rBV 356252 587766 5.15% 0.719%
19 19.562 2797 2801 2807 rVB 140304 189712 1.66% 0.232%
20 19.768 2830 2836 2849 rVB 9352148 11409145 100.00% 13.948%

21 21.027 3045 3050 3060 rBV 1032399 1264462 11.08% 1.546%
22 21.327 3095 3101 3106 rBV 2541728 3235803 28.36% 3.956%
23 21.462 3121 3124 3130 rBV 188728 210243 1.84% 0.257%
24 21.903 3195 3199 3208 rBV 315282 484550 4._.25% 0.592%
25 22.368 3274 3278 3284 rBV 542887 741256 6.50% 0.906%

26 22.886 3361 3366 3370 rBV 761522 1144142 10.03% 1.399%
27 23.456 3458 3463 3478 rVB 955267 1735897 15.21% 2.122%
28 23.597 3481 3487 3502 rVB2 1606026 3158424 27.68% 3.861%
29 24.115 3569 3575 3584 rVB 855164 1605090 14.07% 1.962%
30 24.868 3698 3703 3711 rVB 488539 1035033 9.07% 1.265%

Sum of corrected areas: 81796532
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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\HPCHEM1I\BNA M\DATA\BM011819\

BM018646.D

18 Jan 2019 20:36

JussJ

K1189-01

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018646.D
8000000
6000000
7.27
4000000 o 6.91
8.05
8.90
2000000
7.73 10.52
4.88
A
OF T T e e T T T T T T T T T T T T T T e T T T T T T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018646.D
19.77
8000000
6000000 13.00
15.88
4000000
2000000 17.13
14.38
18.02
13.85 3959
14, 11.17 19 9.5
L0 o LA I e o e B B B S e T e e T A e -J-\g-\*J---- T T
Time--> 12.00 12,50 13.00 13.50 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: BM018646.D
8000000
6000000
4000000
21.33
23.60
2000000 23.4 2412
21.03 s100 2237 2289 7% ' 24.87
145 % A N
O B B o B B L e s o e o UL A o o o B A e I8 B
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.88 4.42 ng 296158 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 305 (4.881 min): BM018646.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 U UL A R R
83.0 460 4.80 5.00 5.20
R A R s AL AR RS RARSA AARAN AR AL BALRR AR AR m/z 59.10 54.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR 3k sho 5k
0
150 4, 1010 m/z 101.10 21.93%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8126: 2-Hexanol, 2-methyl-
54.0
460 4.80 5.00 520
5000 m/z 58.05 15.08%
43.0 101.0
31.0 :
'"I%?:QI"JMM'"HMU"I'Jmi'"?%;9"??:?'I"”I""I""I'”'I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T O T
54.0 460 4.80 5.00 5.20
m/z 41.00 9.13%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l U UL A R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2 unknown7.27 Concentration Rank 1

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

7.27 104.51 ng 6997440 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 711 (7.269 min): BM018646.D (-703) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 HERA SRS SRS I S
400 540 | 7.00 7.20 7.40 7.60
et 782 | 10601168 Il h7 68710 36.88%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R I AL IR I
7.00 7.20 7.40 7.60
310 510 m/z 134.00 32.91%
'”'m'”WJ'W””'P'”I”?hq”'v'”l”"'”'P'”I"”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
700 7.20 740 7.60
5000 m/z 66.10 24 .76%
33.0 44.0 00 105.0
| 00700 g0 | | use |
miz--> T % % 8 7 8 % 100 110 130 1o 10
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132.0 7.00 7.20 7.40 7.60
m/z 69.05 16.07%
5000 67.0
41.0 97.0
‘ 20.0 117.0
“'w'“jwh“ﬂ““w”h'wJMW“'w'm'wqyo“'ﬁ'“'”t“ T U UL UL IURIULE
m/z--> 30 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.02 12.01 ng 1521410 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2539 (18.021 min): BM018646.D (-2533) (-) m/z 73.00 100.00%

17. 80 18 00 18. 20 18. 40

— m/z 43.10 90.47%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
5000
17. 80 18.00 18.20 18.40

431 730
5000 129.1

129.0 256.0 m/z 60.00 81.65%

97.0
157.0 1850 2130

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #75071: Tetradecanoic acid
73.0
e BN e e
43.0 17.80 18.00 18.20 18.40
m/z 41.10 80.75%
5000 1290
185.0 228.0
BN |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0 17. 80 18.00 18.20 18.40

m/z 55.05 72 .53%

5000 129.0 L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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.
19.30 3.63 ng 587766 Chrysene-di12 21.33
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2756 (19.298 min): BM018646.D (-2753) (-) m/z 73.05 100.00%
43.0 73.0
5000 129.1 thﬂ
185.1 241.2 LA B B
1Q1. 156.9 . 284.3 . 19.00 19.20 19.40 19.60
a13l 221 “w/z 43.05 96.42%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 T
19. 00 19. 20 19. 40 19. 60
1850 o4 2840 m/z 55.05 77.57%
101
1|5-|0|| |I | 15701 |. |21|3|0| .| R
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43.0 73.0
19,00 19.20 19.40 19.60
5000 129.0 m/z 57.05 73.39%
109.0 2420
3570 \
‘\ by n\ v ‘ | ——— —
m/z--> 50 150 200 250 300 350
Abundance #75071: Tetradecanoic acid N B S,
73.0 19.00 19.20 19.40 19.60
43.0 m/z 59.95 72.75%
5000 129.0
‘ 185.0 228.0
1
I{‘I ||'|‘| m?J HL \157IO |“|‘||“|| ———T T = e At sess
m/z--> 50 150 200 250 300 350 19. 00 19. 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Heptafluorobutanoic acid, h... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.03 7.82 ng 1264460 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3051 (21.033 min): BM018646.D (-3045) (-) m/z 57.05 100.00%
57.0
97.1
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
39.1 20.80 21.00 21.20 21.40
. JI | l k502001 2802 8550 4151 | n77 43.05  90.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57.0
97.0
5000 UV AR N I
20.80 21.00 21.20 21.40
m/z 55.05 83.66%
169.0 238.0
1310 . 283.0
ﬂ”Ti‘“f'l“ j 1"#'! ot .%ng{ b [rrrrprrrr T
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
430 970
" 20.80 21.00 21.20 21.40
5000 m/z 83.05 79 .84%
Ll H3?9 182.0 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester R RALREE s e
43.0 20.80 21.00 21.20 21.40
m/z 97.10 76 .15%
5000 83.0

IIII\I'i"' rrryrrrrrrrrr T T T T T T

m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40

L5 2020 2100 2520

8270-BM010919.M Sat Jan 19 00:41:52 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.90 2.99 ng 484550 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Nonacosane 408 C29H60 000630-03-5 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3198 (21.898 min): BM018646.D (-3195) (-) m/z 57.10 100.00%

517.1
5000

99.0

141.1 193 0 21 60 21.80 22.00 22.20
ol Ul, T 2250 26710 32303580 4202 sz 43.05  73.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
T j\,
5000 LI B L L L L L L L L L

21 60 21. 80 22. OO 22 20
m/z 71.05 68 .99%

99.0
ey J J }4}0 183.0 239.0  296.0
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0

21 60 21.80 22.00 22.20

5000 m/z 85.10 51.76%
99.0
J l | 1\ J }4}9 1830 225.0 2670 300.0 351.0 408.0
- o e AL
miz--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane . T T T T T T
57.0 2160 21.80 22.00 22.20

m/z 41.10 24 .89%

5000
99.0
L ﬂ L] 141.0 1830 2250 267.0 309.0 3510 422.0

|

m/z--> 50 100 150 200 250 300 350 400 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22 .37 4_.58 ng 741256 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 3278 (22.368 min): BM018646.D (-3274) (-) m/z 57.10 100.00%
57.1 q
5000
4 22.00 22.20 22.40 22.60
41.1 . : . .
o A MLLLuTEE, 2070 2531000 sa0  a200 ase1 RS 60000 oy
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 AR AR B
2200 22.20 22.40 22.60
m/z 43.10 68.10%
90 1410 239.0
ek hiAes0 T ast0s2s0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0
22,00 22.20 22.40 22.60
5000 m/z 85.05 54_.12%
9.0
15.q | | 1141018302250 2960
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane L B R B L B
57.0 22.00 22.20 22.40 22.60
m/z 41.10 27 .10%
m/z-> 0 50 100 150 200 250 300 350 400 450 2200 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Octadecane Concentration Rank 7

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

22.89 7.25 ng 1144140 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 3367 (22.892 min): BM018646.D (-3361) (-) m/z 57.10 100.00%

517.1
5000

99.0 LB B e
1411 1837 252 2 2260 22.80 23.00 23.20
o...ﬂ.,‘.-l..J.I||| L s 9022830 3233 8871 m/z 71.10 73.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
571.0
5000: L L e B e

22. 60 22. 80 23. OO 23 20
m/z 43.10 72 .60%

99.0
26lofl | { ) ) L 1410 1830 221,0254.0
L B e o L L e e o o o B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0

22.60 22. 80 23. 00 23.20

5000 m/z 85.10 59.34%
99.0
26/0] | || | J | 1410 1830 2250 296.0
e D e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane AR Rt L
57.0 22.60 22.80 23.00 23.20

m/z 55.10 25.13%

5000
99.0
260/ | o o | ; 1420 1830 225.0 267.0 309.0 351.0 _ 408.0

m/z--> 50 100 150 200 250 300 350 400 22. 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018646.D

Aca On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample : K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .12 10.16 ng 1605090 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetratriacontane 479 C34H70 014167-59-0 91

Abundance Scan 3576 (24.121 min): BM018646.D (-3569) (-) m/z 57.10 100.00%

5000

-

23.80 24.00 24.20 24.40

169.1 2392 309.2 365.5417.0 475.0 549.3

0 m/z 71.10 73.43%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115569: Heneicosane
57.0
5000
23.80 24.00 24.20 24.40
130 m/z 43.10 67 .34%
]] 1690 2250 296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
R R E e S S IEEERR
23.80 24.00 24.20 24.40
5000 m/z 85.10 56.54%
13. 0

,169.0 225. 0 281. 0 337. O 393.0 449.0 505.0 562.0 617.0

|
IIIII""I""IIIII SRS S D S D S D B

m/z--> CI) 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #142113: Heptadecane, 9-octyl-

7.0 23.80 24.00 24.20 24.40
m/z 55.10 24 .02%

1%

5000

13.0 239 0
169.0 294.0 352.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 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\BM011819\
Data File : BM018646.D

Acq On : 18 Jan 2019 20:36

Operator : JU/SJ

Sample - K1189-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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]
2-Pentanone, 4-hy... 4.88 4.4 ng 296158 1 7.73 1339100 20.0
unknown7 .27 7.27 104.5 ng 6997440 1 7.73 1339100 20.0
n-Hexadecanoic acid 18.02 12.0 ng 1521410 4 17.13 2534050 20.0
Octadecanoic acid 19.30 3.6 ng 587766 5 21.33 3235800 20.0
Heptafluorobutano... 21.03 7.8 ng 1264460 5 21.33 3235800 20.0
Heptadecane, 2,6,... 21.90 3.0 ng 484550 5 21.33 3235800 20.0
Heptadecane, 9-oc... 22.37 4.6 ng 741256 5 21.33 3235800 20.0
Octadecane 22.89 7.3 ng 1144140 6 23.60 3158420 20.0
Heneicosane 24 .12 10.2 ng 1605090 6 23.60 3158420 20.0
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