LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 5.246 378 384 402 rBVY 3238732 4899497 55.96% 5.887%
2 6.828 646 653 681 rBY 3545098 5909736 67 .49% 7.101%
3 7.181 706 713 731 rBVY 3675754 5898652 67.37% 7.087%
4 7.645 786 792 800 rBV 758978 1205042 13.76% 1.448%
5 7.963 838 846 860 rBVY 2530428 3938011 44.98% 4.732%
6 8.816 984 991 1010 rBVY 2029952 3535131 40.37% 4.248%
7 10.434 1258 1266 1278 rBV 1050150 1852099 21.15% 2.225%
8 12.916 1680 1688 1708 rBVY 5525119 8248706 94.21% 9.911%
9 13.769 1828 1833 1845 rVB 350677 540283 6.17% 0.649%
10 14.304 1917 1924 1940 rBV2 1687035 2743437 31.33% 3.296%

11 15.804 2172 2179 2197 rBV 4684738 6938050 79.24% 8.336%
12 17.057 2386 2392 2403 rBV2 2131008 3102071 35.43% 3.727%
13 17.951 2538 2544 2560 rBV 1316677 1974255 22.55% 2.372%
14 19.239 2758 2763 2779 rBV 448878 819446 9.36% 0.985%
15 19.698 2835 2841 2853 rBV 6998209 8755840 100.00% 10.520%

16 19.992 2884 2891 2898 rBvV2 230141 402987 4.60% 0.484%
17 20.492 2971 2976 2982 rBV 382622 438220 5.00% 0.527%
18 20.668 3002 3006 3011 rBV 274857 318887 3.64% 0.383%
19 20.956 3051 3055 3066 rBV 3558355 4793904 54.75% 5.760%
20 21.256 3101 3106 3116 rBV 2042715 2634505 30.09% 3.165%

21 21.392 3126 3129 3138 rVB 545010 735793 8.40% 0.884%
22 21.574 3157 3160 3168 rVB 307318 336109 3.84% 0.404%
23 21.821 3198 3202 3204 rBV 771580 956076 10.92% 1.149%
24 21.850 3204 3207 3217 rVB 2822562 4209007 48.07% 5.057%
25 22.280 3276 3280 3284 rBV 590925 728139 8.32% 0.875%

26 22.327 3284 3288 3294 rVB 206953 300984 3.44% 0.362%
27 22.780 3361 3365 3370 rBvV 727679 1009899 11.53% 1.213%
28 22.839 3370 3375 3385 rVB 811683 1377071 15.73% 1.655%
29 23.339 3456 3460 3466 rVB 415618 625792 7.15% 0.752%
30 23.491 3480 3486 3497 rVB 1210103 2327847 26.59% 2.797%

31 23.980 3564 3569 3576 rVB 439643 833746 9.52% 1.002%
32 24.086 3581 3587 3595 rvVv 370111 838124 9.57% 1.007%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 83227346
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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

Abundance TIC: BM019227.D
7000000

6000000
5000000

4000000 683 7.18

5.25
3000000 796
2000000

10.43
1000000 7.65

] T o T T B e T e

I I
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM019227.D
7000000 19.70

6000000
12.92

5000000 15.80
4000000

3000000

17.06
2000000 14.30
17.95

1000000

19.24 20.4
13.77 19.99
L L

Time--> 12.00 12.50 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 TIC: BM019227.D
7000000

6000000

5000000

4000000{ 20.96

21.85

3000000
21.26

2000000 23.49

1000000 1-;% 57 23.3 22889

NN

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 unknown7.18 Concentration Rank 1

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

7.18 97.90 ng 5898650 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
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 713 (7.181 min): BM019227.D (-706) (-) m/z 132.00 100.00%
13R.0
5000 68.1
40.0 %0 6.80 7.00 7.20 7.40 7.60
0 2Ll "m/z 68.10 49.51%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 SAAANLARSE RAARA RERRS RN
6.80 7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 32.86%
L1
0'”W'W'L“JV”'P”'P"P'”P'“"”"“"“ [T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
6.80 7.00 7.20 7.40 7.60
5000 98.0 m/z 66.10 30.80%
7
o by \\ 1 Ll ‘ o8O 189.0
m/z--> 40 60 8b 100 120 1&0 160 180 200 220 240 260 280
Abundance #13916: Benzene, 1,3,5-trifluoro- e e
132.0 6.80 7.00 7.20 7.40 7.60

m/z 69.10 19.79%

5000

81.0
31.0 57q> 112.0

O S M o o SR

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.95 12.73 ng 1974260 Phenanthrene-d10 17.06
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 80
3 Tridecane 184 C13H28 000629-50-5 18
4 Eicosane 282 C20H42 000112-95-8 18
5 Tetradecane 198 C14H30 000629-59-4 18
Abundance Scan 2544 (17.951 min): BM019227.D (-2538) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
97.1 213.2 LI L L L L
| ﬂ 157.1 185.1 256.2 2810 17. 60 17. 80 18. 00 18 20
S ' | 8 : m/z 60.00  71.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 730
5000 L R UL UG B I
17. 60 17. 80 18. 00 18.20
129.0 256.0 m/z 43.10 59.79%
0 | | | |||

e #JLJﬁA#ﬁLfﬁﬁ+pﬁvﬂrpr#r+erJrTer
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 730

17.60 17.80 18.00 18.20
5000 129.0 m/z 55.05 53.03%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45541: Tridecane T T T T T
57.0 17.60 17.80 18.00 18.20
m/z 57.05 52.79%

5000
29.0 85.0
L L 20 o 0
o} NS A NN W e, M N

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\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.24 6.22 ng 819446 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 25
Abundance Scan 2763 (19.239 min): BM019227.D (-2758) (-) m/z 73.05 100.00%
73.0
43.0
5000 129.1
185.1 241.2 Ny
101. o 284.3 19100 1920 1940 19.60
570 213.1 : : : :
o L L Goriea l 350 w7z 60.00  73.25%
m/z--> 50 100 150 200 250 300 350

Abundance #108843: Octadecanoic acid

5000 1290 SIISBED =S S,
19.00 19 20 19. 40 19 60
1850 o4 2840 m/z 43.05  69.54%
1570l 2130 |
o’ PO N O i M A
m/z--> 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
43.0 ,73.0
R e .
19.00 19.20 19.40 19.60
5000 m/z 57.10 62.71%
129.0 242.0
199.0
L |, e
I “J‘l. b
m/z--> 50 150 200 250 300 350
Abundance #75071: Tetradecanoic acid T
73.0 19.00 19.20 19.40 19.60
43.0 m/z 55.10 56.77%
5000 129.0
‘ 185.0 228.0
1
Lol o [ | e
m/z--> 50 O 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\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.99 3.06 ng 402987 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2891 (19.992 min): BM019227.D (-2884) (-) m/z 57.05 100.00%
57.0
5000
%9.1 19,60 19.80 20.00 20.20 20.40
141.2 183.1 : : : : :
b .l.“, Laln o0 22212881 3850 m/z 71.10 86.49%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000

19.60 19.80 20.00 20.20 20.40
m/z 43.05 63.42%

99.0
o 27‘|o| Iy, 1410 183.0 225.0 281.0 337.0 394.0
— et e e e
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57.0
T T T T
19.60 19.80 20.00 20.20 20.40
5000 m/z 85.10 55.85%
99.0
o200 14,7 410 1830 zs0 2680
— et e e e
m/z--> 50 100 150 200 250 300 350
Abundance #73963: Hexadecane
57.0 19.60 19.80 20.00 20.20 20.40
m/z 41.10 28.93%
5000
99.0
0 27\}0“ ” | Y 414:!'0 183.0 226.0
— et e e R e e SRR R
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 Octadecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.49 3.33 ng 438220 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 86
5 Tetratriacontane 479 C34H70 014167-59-0 80
Abundance Scan 2976 (20.492 min): BM019227.D (-2971) (-) m/z 57.10 100.00%
57.1
85.1
5000
1411169, 1 207.0 20.20 20.40 20.60 20.80
) — |, Ak 111 L4 11691 20702302 2811 3410 m/z 71.05 93.15%
m/z--> 50 100 150 200 250 300 350
Abundance #99487: Octadecane, 2-methyl-
51.0
5000 85.0

20.20 20.40 20.60 20.80
m/z 85.10 62.42%

29.0
o F13014101690197022502530
- T T T T T T T I T T T T I T T T T T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #151357: Octadecane, 1-iodo-
57.0
20.20 20.40 20.60 20.80
5000 85.0 m/z 43.10 60.22%
29.0
113.0 155.0
oL b L [T PPPiesozuno 2880
m/z--> 50 100 150 200 250 300 350 I\
Abundance #73966: Hexadecane M e o) b et
57.0 20.20 20.40 20.60 20.80
m/z 41.10 27.70%
5000 85.0
oL 2L [ 1e10160.0107.02260
A e e e e B LT S e o s e o T A e T T
m/z--> 50 100 150 200 250 300 350 20. 20 20 40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 Oxirane, hexadecyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.67 2.42 ng 318887 Chrysene-d12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Tetradecanal 212 C14H280 000124-25-4 91
3 Oxirane. tetradecvl- 240 C16H320 007320-37-8 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 16-Heptadecenal 252 C17H320 1000144-57-9 91
Abundance Scan 3006 (20.668 min): BM019227.D (-3002) (-) m/z 82.05 100.00%
82.0
43.0

5000

20.40 20.60 20.80 21.00

o m/z 57.05 96.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99461: Oxirane, hexadecyl-
82.0
5000 ||||||||j|k||||||||||
20.40 20.60 20.80 21.00
24.0 m/z 43.05 82_.57%
0 166.0 211.0 250.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #64478: Tetradecanal
57.0
e
20.40 20.60 20.80 21.00
5000 96.0 m/z 55.10 72.18%
l 168.0
otsd b ) baso I 220
m/z--> 50 100 150 200 250 300 350 400
Abundance #82586: Oxirane, tetradecy!- e  AREEAREEREE s
4110 82.0 20.40 20.60 20.80 21.00
m/z 69.10 65.59%
5000
] B 1820 2200

0! I n.\hm N A
LA I B L L B I LI B B L e

I 1 T
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 8 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 36.39 ng 4793900 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
2 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
3 Cvclotetradecane 196 C14H28 000295-17-0 93
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 83
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 80
Abundance Scan 3056 (20.962 min): BM019227.D (-3051) (-) m/z 57.10 100.00%
57.1
97.1
5000
30. 1 20.60 20.80 21.00 21.20
ol A ‘ 12 W 1822 2242 2803 3410 4301 /5783 05  95.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57.0
5000 VAU R AR

20.60 20.80 21. OO 21.20
m/z 69.10 91.06%

0 ?Jp ﬁJ

39.0 1820 2240 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)-

o
©
o

20.60 20.80 21.00 21.20

5000 m/z 55.10 79.27%
29.0 1.0
o J [ 1] l JL | 1540 196.0 2520
et A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
55.0 20.60 20.80 21.00 21.20
m/z 97.10 77 .35%
5000 97.0
gaao |4 || | om0 225 -
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\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 Pentadecane, 8-heptyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.39 5.59 ng 735793 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonacosane 408 C29H60 000630-03-5 90
4 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3129 (21.392 min): BM019227.D (-3126) (-) m/z 57.10 100.00%
57.1
5000
99.0 21.00 21.20 21.40 21.60 21.80
141.1 : : : : :
ol b ] .1], L L f831 22202532 20613280 41511 771 05 93.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
51.0
5000
21.00 21.20 21.40 21.60 21.80
m/z 85.05 60.93%
9.0 210.0
026,]0, Ll g M01760°7 " 2520  309.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57.0
21.00 21.20 21.40 21.60 21.80
5000 m/z 43.10 58.76%
99.0
o280} Ay, 1410 1830 2250 267.0 3230 3800
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0 21.00 21.20 21.40 21.60 21.80
m/z 55.10 23.76%
5000
99.0
02600 | || | 1410 1830 2250 267.0 309.0 351.0  408.0
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80

8270-BM031119.M Wed Mar 20 07:34:00 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.57 2.55 ng 336109 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 1.19-Eicosadiene 278 C20H38 014811-95-1 94
3 13-Octadecenal 266 C18H340 056554-90-6 94
4 16-Octadecenal 266 C18H340 056554-87-1 94
5 17-Octadecenal 266 C18H340 056554-86-0 93
Abundance Scan 3159 (21.568 min): BM019227.D (-3157) (-) m/z 57.10 100.00%
51.1
06.0
5000
281.0
381 2070 3241 21.20 21.40 21.60 21.80
o 13092 4170 4751 77 82.10  98.89%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #99446: Octadecanal
43.0 82.0
5000
21.20 21.40 21.60 21.80
24.0 250.0 m/z 55.05 75.35%
o 194.0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #105306: 1,19-Eicosadiene
55.0
96.0 21.20 21.40 21.60 21.80
5000 m/z 43.10 74 .58%
o 1, | 137:0 1800 250.0
miz--> 0 éo 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #98129: 13-Octadecenal
83.0 21.20 21.40 21.60 21.80
m/z 69.10 66.21%
5000
0‘
miz--> 0 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 Hexadecane, 5-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.82 7.26 ng 956076 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3202 (21.821 min): BM019227.D (-3198) (-) m/z 57.10 100.00%
57.1
5000
21 21.60 21.80 22.00 22.20
141.1  207.0 : : : :
Ot e ¥ 1! L 2031 295.1 342.0 387.1 430.0 48921 7z 71.05  86.96%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #107657: Hexadecane, 5-butyl-
43.0
5000 5.0
21.60 21.80 22.00 22.20
126.0 95 0 m/z 85.10 60.17%
o lgg] 1690 | 2800
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0
21.60 21.80 22.00 22.20
5000 m/z 43.10 57.90%
9.0
o15.4 . || 141018302050  206.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane S B A B B
57.0 21.60 21.80 22.00 22.20
m/z 55.10 22.72%
5000
9.0 1410
O b b | 4 27218302250 267.0 3230 3800
m/z-> 0 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

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 Cyclopentane, decyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.85 31.95 ng 4209010 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. decvl- 210 C15H30 001795-21-7 80
2 1-Octadecanol 270 C18H380 000112-92-5 55
3 1-Nonadecene 266 C19H38 018435-45-5 53
4 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 53
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 52
Abundance Scan 3207 (21.850 min): BM019227.D (-3204) (-) m/z 83.10 100.00%
83.1
43, S
5000
1251
21.60 21.80 22.00 22.20
ol d AL L 167.1207.0 2500 30833430 386.9 4311 | p75 6910  92.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #63055: Cyclopentane, decyl-
69.0
5000
20.4 110 21.60 21.80 22.00 22.20
' ' m/z 97.10 89.35%
. UL ] gm0, 290
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #100814: 1-Octadecanol
550
97.0
21.60 21.80 22.00 22.20
5000 m/z 55.10 74.61%
LA gm0 220
0"”‘I"”I'Jh!#”“'W"”I""P"'I"”I""P'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43.0 97.0 21.60 21.80 22.00 22.20
m/z 57.10 64 .05%
5000
oL F?-? 182.0 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 13 Pentadecane, 8-hexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.28 5.53 ng 728139 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Octadecane. l1-iodo- 380 C18H37I 000629-93-6 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3280 (22.280 min): BM019227.D (-3276) (-) m/z 57.10 100.00%
57.
5000
30 22.00 22.20 22.40 22.60
141.1 : : : :
oL L b 8L 2070 2670 ss1 as0 4300 4782 | U000 ot 14W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43.9
5000 5.0
22.00 22.20 22.40 22.60
m/z 85.10 60.92%

1270 196.0
0 A4 a5 ] ,239.0280.0
et A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl-
T TR

22.00 22.20 22.40 22.60
m/z 43.05 55.29%

5000
210.0
o 141.0 252.0 309.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #73968: Hexadecane B R s A
57.0 22.00 22.20 22.40 22.60
m/z 55.10 21.87%
5000

0
‘ }4101830 226.0
0---|----|----|----|----|----|----|----|----|----| L L i B e e

m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 14 unknown22.33 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.33 2.28 ng 300984 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-ethvl-2-propvl- 154 C11H22 062238-33-9 38
2 Cvclohexane. (1.2-dimethvlpropvl)- 154 C11H22 051284-29-8 30
3 2-Propvlhept-3-enoic acid. phenv... 262 C16H220S 1000284-37-2 27
4 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 22
5 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 22
Abundance Scan 3289 (22.333 min): BM019227.D (-3284) (-) m/z 83.05 100.00%
5000{ 43
A .
355 1 22.00 22.20 22.40 22.60
0 4201 47511 nyz 97.10  94.37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #25871: Cyclohexane, 1-ethyl-2-propyl-
69.0
5000
Lo 22.00 22.20 22.40 22.60
m/z 69.10 81.06%
AELIIEEY
miz-> 50 100 150 200 250 300 350 400 450
Abundance #25882: Cyclohexane, (1,2-dimethylpropyl)-
69.0
111.0 PP e
22.00 22.20 22.40 22.60
5000 m/z 57.10 62.02%
29\(# | ‘ J | 154'0
e S B L UL S WL WL BRI LI
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95652: 2-Propylhept-3-enoic acid, phenylthio ester
69.0 22.00 22.20 22.40 22.60
m/z 55.10 60.33%
5000 125.0
29.
ol LIy 67.0 2180 267 o
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 4(')0 4&'30 22.00 22.20 22.40 22.|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 15 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.78 8.68 ng 1009900 Perylene-di12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 3365 (22.780 min): BM019227.D (-3361) (-) m/z 57.10 100.00%

57.

5000

L b

1
l 1411 207.0 22140 2260 2280 23.00
Ol b ll L S n 2031 8002 887.04201 4891 5492 sz 71.10  89.04%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
57.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000
22.40 22.60 22.80 23.00
9.0 m/z 85.05 63 .55%

0115.9 ,| 1 141.0183.0225.0  296.0
i I B o o o L o B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43.0
22.40 22.60 22.80 23.00
5000 5.0 m/z 43.10 54 _96%
196.0
o Jﬁzf? | ,239.0281.0
e e -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- R EEEE o e e
43.0 22. 40 22. 60 22. 80 23. 00

m/z 55.10 25.02%

J |127-0160.0 2250 295.0337,0

(] A O i bt L eSS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 16 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.84 11.83 ng 1377070 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 72
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 52
3 Cvclotetracosane 336 C24H48 000297-03-0 50
4 1-Docosene 308 C22H44 001599-67-3 49
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 49
Abundance Scan 3375 (22.839 min): BM019227.D (-3370) (-) m/z 83.10 100.00%
8d.
43,
5000
213.2 22.60 22.80 23.00 23.20
ok 4 .l,..l.l.l%‘??'.zt.,v..:,2‘?7.'9.,.???',1.?5.‘5.-?....,?7.6.-?, m/z 97.05 92.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0
2260 22.80 23.00 23.20
m/z 69.10 90.23%
I }250
oL LA {0, 16702100 267.03070 4900
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89757: E-15-Heptadecenal
43.0
83.0 " 2260 22.80 23.00 23.20
5000 m/z 57.10 81.34%
25.0
oLk jl | , 168.0 210.0 252.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #135651: Cyclotetracosane B e e o e
83.0 22.60 22.80 23.00 23.20
43. m/z 55.10 68.24%
5000 336.0
25.0
JL L || 1670 2100 27900
m/z--> §0 100 1%0 200 250 300 3éo 400 450 ' 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 17 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

23.34 5.38 ng 625792 Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Nonacosane 408 C29H60 000630-03-5 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 3460 (23.339 min): BM019227.D (-3456) (-) m/z 57.10 100.00%

57.
5000

9.1 B RAEm e e
14111832 2391 2821 23.00 23.20 23.40 23.60
0 ...,J..l..,.'l.l..,....,....,....,..3.3?,0....,.4.2?.1,‘.‘7.5.1., m/z 71.10 91.17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107651: Eicosane
57.0
5000 LA L L L L N LB |
23.00 23.20 23.40 23.60
m/z 85.10 61.58%
9.0
ol L |1 9° 14101830 2250 2820
A A e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
R RAEREREE S S
23.00 23.20 23.40 23.60
5000 m/z 43.10 51.57%
9.0
oL iy 1410 1830 2390 551 g 3230
e e e e e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane BB E EEE N,
57.0 23.00 23.20 23.40 23.60
m/z 55.10 19.96%
5000
9.0
ol || | [, 14101830 2250 267.0 309.0 351.0 408.0
B L i e e B mmmEe e
m/z--> 50 100 150 200 250 300 350 400 450 23. 00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 18 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.98 7.16 ng 833746 Perylene-di12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90

Abundance Scan 3569 (23.980 min): BM019227.D (-3564) (-) m/z 57.10 100.00%

5000

9.1 L T e o

141.1 1831 2251 23.60 23.80 24.00 24.20
266.1 309.2 3551 4300 477.1 T Tor G0 85 70w

01
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
57.0
5000 LA B L L L I

23!60 23.I80 24.IOO 24!20
m/z 85.05  60.36%

9.0
]9 141.0 183.0 225.0 267.0 323.0 380.0

o L S,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0
R T TR
23.60 23.80 24.00 24.20
5000 m/z 43.05 51.62%
9.0
015 | ,\ ; 141018302250  296.0
L B B e LA o s B B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl- A s B B,
57.0 23.60 23.80 24.00 24.20
m/z 55.10 22 _.41%
9.0
o | 14101830 23205810 3230
B B L e B s e EARRs RS
m/z--> 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\HPCHEMI1\BNA M\DATA\BM031819\
Data File : BM019227.D

Aca On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample : K1935-09

Misc :

ALS Vial : 17 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 19 Trifluoroacetic acid, n-oct... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24.00 7.20ng 838124  Perylene-diz 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 90
2 Dichloroacetic acid. tridecvl ester 310 C15H28C1202 1000280-48-3 90

3 1-Docosene 308 C22H44 001599-67-3 70
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 64
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 62
Abundance Scan 3588 (24.091 min): BM019227.D (-3581) (-) m/z 83.10 100.00%
83.1
“ 7280 24100 24.20 2440
68.2 2242 28L.1 3431 417.1 4911 : : : :
Ol .,..l.l.fﬂe.:.,....,.'..L.,....,....,....,....,..?‘.‘?-.1 m/z 57.10 92.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
5000 LA L L L L L L
7.0 23.80 24.00 24.20 24.40
m/z 69.10 92 .36%
. |139.01830 252.0
e e T A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #122698: Dichloroacetic acid, tridecyl ester
43.0
A
23.80 24.00 24.20 24.40
5000 7.0 m/z 97.05 89.63%
154.0
(O “,‘.J.“..,...‘.,...‘. R B RS BamE S B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121981: 1-Docosene B B B e B
55.0 23.80 24.00 24.20 24.40
m/z 55.10 71.52%
97.0
5000
ol 1 | JH3901810 308.0
L o ST e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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\BM031819\
Data File : BM019227.D

Acq On : 18 Mar 2019 22:05

Operator : JU/SJ

Sample - K1935-09

Misc :

ALS Vial : 17 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 .18 7.18 97.9 ng 5898650 1 7.65 1205040 20.0
n-Hexadecanoic acid 17.95 12.7 ng 1974260 4 17.06 3102070 20.0
Octadecanoic acid 19.24 6.2 ng 819446 5 21.26 2634510 20.0
Octacosane 19.99 3.1 ng 402987 5 21.26 2634510 20.0
Octadecane, 2-met... 20.49 3.3 ng 438220 5 21.26 2634510 20.0
Oxirane, hexadecyl- 20.67 2.4 ng 318887 5 21.26 2634510 20.0
3-Eicosene, (E)- 20.96 36.4 ng 4793900 5 21.26 2634510 20.0
Pentadecane, 8-he... 21.39 5.6 ng 735793 5 21.26 2634510 20.0
Octadecanal 21.57 2.5 ng 336109 5 21.26 2634510 20.0
Hexadecane, 5-butyl- 21.82 7.3 ng 956076 5 21.26 2634510 20.0
Cyclopentane, decyl- 21.85 31.9 ng 4209010 5 21.26 2634510 20.0
Pentadecane, 8-he... 22.28 5.5 ng 728139 5 21.26 2634510 20.0
unknown22 .33 22.33 2.3 ng 300984 5 21.26 2634510 20.0
Heneicosane 22.78 8.7 ng 1009900 6 23.49 2327850 20.0
17-Pentatriacontene 22.84 11.8 ng 1377070 6 23.49 2327850 20.0
Eicosane 23.34 5.4 ng 625792 6 23.49 2327850 20.0
Heptacosane 23.98 7.2 ng 833746 6 23.49 2327850 20.0
Trifluoroacetic a... 24.09 7.2 ng 838124 6 23.49 2327850 20.0
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