LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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 5.293 369 375 387 rBVY 4743057 6759198 16.00% 5.136%
2 6.875 637 644 665 rBVY 4747807 7551941 17.88% 5.739%
3 7.234 698 705 719 rBVY 4952663 7689775 18.21% 5.843%
4 7.698 777 784 792 rBVY 1201352 1874548 4._.44% 1.424%
5 8.016 831 838 851 rVB 3499758 5439127 12.88% 4.133%
6 8.869 974 983 997 rBVY 2689398 4534028 10.74% 3.445%
7 10.486 1251 1258 1270 rBV 1522986 2631921 6.23% 2.000%
8 12.963 1671 1679 1692 rBV 6630908 9714014 23.00% 7.381%
9 14.351 1906 1915 1923 rBV2 2219329 3468062 8.21% 2.635%
10 15.845 2163 2169 2189 rBVY 5475644 8067389 19.10% 6.130%

11 17.104 2376 2383 2389 rBV2 2793047 4101502 9.71% 3.117%
12 17.992 2528 2534 2545 rBV 799936 1275297 3.02% 0.969%
13 19.274 2748 2752 2763 rBV 263741 427234 1.01% 0.325%
14 19.733 2825 2830 2839 rBV 9932159 12741431 30.17% 9.682%
15 20.997 3040 3045 3057 rBV 1456978 2085655 4.94% 1.585%

16 21.292 3090 3095 3106 rBV 3087376 4054044 9.60% 3.081%
17 21.433 3115 3119 3125 rBV 381939 477017 1.13% 0.362%
18 21.862 3189 3192 3195 rBV 512864 566570 1.34% 0.431%
19 22.327 3267 3271 3277 rVB 612419 760975 1.80% 0.578%
20 22.833 3354 3357 3360 rBvV 433001 572495 1.36% 0.435%

21 22.986 3363 3383 3406 rVB 7898100 42233055 100.00% 32.092%
22 23.403 3450 3454 3459 rVB 427632 629954 1.49% 0.479%

23 23.544 3472 3478 3489 rVB2 1700128 3332100 7.89% 2.532%
24 24.050 3560 3564 3572 rVB 342956 612898 1.45% 0.466%

Sum of corrected areas: 131600230
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On - 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BM018888.D
1e+07
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4000000 8.02
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2000000
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O e e e e e e
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850

Abundance TIC: BM018888.D
1e+07 19173

8000000

12,96
6000000 15.84

4000000

17.10
14.35
2000000

17.99
n 19.27 L_A,m__JA

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM018888.D
1e+07

22.99
8000000

6000000

4000000

23.54

2000000{ 21.00

21.86 22.33 23.4 24.05

1.43 .

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\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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 unknown7.23 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.23 82.04 ng 7689780 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 9
Abundance Scan 704 (7.228 min): BM018888.D (-698) (-) m/z 132.00 100.00%
132
68
5000
40 e 6.80 7.00 7.20 7.40 7.60
54 . . . . .
o 81 115 191 209 282 n/z 68.10 55 920
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A

6.80 7.00 7.20 7.40 7.60
m/z 66.00 33.12%

31 51
0..|.."-,!.|!.,.!-.-.|,....,....,.. e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
L
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.83%
33 70 105
e el ||
o e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 21.73%
116
5000 98
S P T T
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

8270-BM021119.M Thu Feb 21 12:41:02 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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 5
R.T. EstConc Area Relative to ISTD R.T.
17.99 6.22 ng 1275300 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2534 (17.992 min): BM018888.D (-2528) (-) m/z 73.00 100.00%
43
5000
129
v VR AP 17.60 17.80 18.00 18.20 18.40
o phoak 292 | 194 L 29| 282 341 m/z 60.00 70.97%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
48
5000 256 R U R R
129 ﬂmﬂmmmmmmm
97 157 213 m/z 43.05 56.30%
185
oL2 b L] J.‘;.I.-?gg,h S —
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43 73
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 57.05 49 .62%
} 199 242
0! 2 y Ill \‘H\ Jh“ h‘\ M |‘ ‘18¢) { 225 \ ——— ———
m/z--> 50 150 200 250 300 350
Abundance #65565: Tridecanoic acid L o B MM
73 17.60 17.80 18.00 18.20 18.40
43 m/z 55.10 49 .29%
5000 129
171
‘ ‘ ‘ 214
ol2 IH‘,.,\” T \15? A
m/z--> 50 Jm mo 2m 250 300 350 ﬂmﬂmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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 4 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.27 2.11 ng 427234 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 14
Abundance Scan 2751 (19.268 min): BM018888.D (-2748) (-) m/z 73.00 100.00%
73
43
5000
o 129
185 241 LR DA UL U B
207 284 19.00 19.20 19.40 19.60
ol et 239, L0, 126050 %6 hsz 57.10  62.84%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129 SRR SN BN B
19.00 19.20 19.40 19.60
9 185 oa 284 m/z 59.95 61.54%
o 15 ) Il:||'5.|7|| .I. ||2.]‘-3.'. .I 2|6|5 .\. SN
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73
43 119.00 19.20 19.40 19.60
5000 m/z 43.10 61.16%
129
185 228
\ L |
oL J.\,uL JLALMIHI‘Iﬁﬁll‘IIIII —
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester AR EEEEE RS
ile] 19.00 19.20 19.40 19.60
m/z 41.05 49 . 77%
73
- T JW
129
97
185
oo | 357 P A 2 s | o g e T
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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 3-Octadecene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.00 10.29 ng 2085660 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
2 Cvclotetradecane 196 C14H28 000295-17-0 94
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3045 (20.997 min): BM018888.D (-3040) (-) m/z 57.10 100.00%
5 197
5000
1125 20.60 20.80 21.00 21.20 21.40
153 : : : : -
ol A AL Iy 27182210 252280309 358 401430 490 549 | n/7 83.10  93.68%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89787: 3-Octadecene, (E)-
41 (69
o7 ,-/\_
5000 UL BN
2060 20.80 21.00 21.20 21.40
l m/z 69.10 92.08%
25
0 P; 154182 224252
[rerryprerryrreryrrrryrrrry T T T T T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53619: Cyclotetradecane
56
83 20.60 20.80 21.00 21.20 21.40
5000 m/z 97.05 79.22%
11
. 2y J 391§8196
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106400: 3-Eicosene, (E)- [Trrr[rrrr [ T[T T[T
57 20.60 20.80 21.00 21.20 21.40
. m/z 43.10 78.32%
5000
29
25
0 J J P; 153182210 252280
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 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\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.43 2.35 ng 477017 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3119 (21.433 min): BM018888.D (-3115) (-) m/z 57.10 100.00%
57
85
5000
13 2120 21140 21.60 21.80
141169 207
O A b A L0 20T 254282 339369 420461489 849 | 7,71 10 85.62%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107652: Eicosane

21.20 21.40 21.60 21.80
m/z 85.10 64.09%

5000

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
R R e B R
21.20 21.40 21.60 21.80
5000 85 m/z 43.10 56.49%
113
0 l ‘ [ 141 183211239267296
R o e D B B e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane L LAl m e AT

21.20 21.40 21.60 21.80
m/z 55.10 25.47%

‘ 141169197225053 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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 7 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.86 2.80 ng 566570 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 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 90
Abundance Scan 3192 (21.862 min): BM018888.D (-3189) (-) m/z 57.10 100.00%
57
85
5000
113 2160 21.80 22.00 22.20
141
o] , ] LAL69 207 253282 324 358385 430461489 | o 71 10 87630
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
5000 LRI BUREURE SR BURBUEN UL

21.I60 21.I80 22.IOO 22.I20
m/z 85.10 59.20%

141169197 225253 296

04
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151555: Heptacosane
57
T T e T
21.60 21.80 22.00 22.20
5000 85 m/z 43.10 53.95%
i 113141169
0 VL7 41169197 225253 281309337 380
L o o e  ZELA LI S A i e e S o o
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115575: Eicosane, 10-methyl- B A EAREE e
57 21.60 21.80 22.00 22.20
m/z 55.05 23.29%
5000 85
113 154
0 LLLd | 1183211239 281
N LA o o LA LI B o o o R A REREE e
miz—-> 0 50 100 150 200 250 300 350 400 450 500 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.83 3.44 ng 572495 Perylene-di12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 83

Abundance Scan 3357 (22.833 min): BM018888.D (-3354) (-) m/z 57.10 100.00%

5000

.

\

22.60 22.80 23.00 23.20
m/z 71.10 91.30%

ol 41169 207239 285 323351 387 429 475503 549

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

Abundance #73967: Hexadecane
57
\
5000 85 T T 1T TT T T TTTT TT T T TTT
22. 60 22. 80 23. 00 23. 20
29 m/z 85.10 63.47%
0 113141169197226
IR e e B T LI B o IS i o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73970: Tridecane, 6-propyl-
43 \
71 R e R EREE R Ry e
22.60 22.80 23.00 23.20
5000 m/z 43.10 51.61%
126154183
ol bbb b 228
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151357: Octadecane, 1-iodo- \ e e ARERAREE Ra
57 22.60 22.80 23.00 23.20
m/z 55.10 19.07%
5000 85
29
13
ol 1 [ 19°183211 253 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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 10 3-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

22.99 253.49 ng 42233100 Perylene-di12 23.55

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 80
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 70
4 1-Eicosene 280 C20H40 003452-07-1 55
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 52

Abundance Scan 3384 (22.991 min): BM018888.D (-3363) (-) m/ 57.10 100.00%

57
97
5000

22 60 22. 80 23. OO 23 20 23. 40
207 241 325
A 355 407 447475503 547 m/z 71.10 80.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106400: 3-Eicosene, (E)-
97
97
5000

29 22.60 22.80 23.00 23.20 23.40
m/z 83.10 56.24%

25
0 J P] 153182210 252280
B B i o e LA AL A E o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
5[7

22 60 22. 80 23. OO 23 20 23.40

5000 97 m/z 69.10 55.78%
29
25
196

o,.x.iu,.u..“%.e,l.‘?s..x,."ﬁ"i?%%%..

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106399: 9-Eicosene, (E)- e ARy e
57 2260 2280 2300 23.20 23.40

m/z 43.10 53.38%

97
5000
29
25
J | 153181209 252280

o A S e e e

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022019\
Data File : BM018888.D

Aca On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample : K1527-01

Misc :

ALS Vial : 12 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

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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.40 3.78 ng 629954 Perylene-d12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3453 (23.397 min): BM018888.D (-3450) (-) m/z 57.10 100.00%

[6)]
~
(o]
al

5000
113 23.00 23.20 23.40 23.60 23.80
141169197 249 263
Ol AL et S5 20500 356 403431461489 535 m/z 71.10 90.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155178: Octacosane
5000 ||||||||/\|||| LELELEL I B

23. OO 23. 20 23 40 23. 60 23. 80
m/z 85.10 62 .99%

o 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
7
N R B maaea
23.00 23.20 23.40 23.60 23.80
5000 m/z 43.10 53.24%
85
29
oh i [113141160197225253281 323351380
L L T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- A ./,\. T
43 23.00 23.20 23.40 23.60 23.80
m/z 55.10 23.92%
71
5000
9 127
o | /57155183 225253 295 337
R e B R AR REEES s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60 23. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022019\
Data File : BM018888.D

Acq On : 20 Feb 2019 17:51

Operator : JU/SJ

Sample - K1527-01

Misc :

ALS Vial : 12 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 .23 7.23 82.0 ng 7689780 1 7.70 1874550 20.0
n-Hexadecanoic acid 17.99 6.2 ng 1275300 4 17.10 4101500 20.0
Octadecanoic acid 19.27 2.1 ng 427234 5 21.29 4054040 20.0
3-Octadecene, (E)- 21.00 10.3 ng 2085660 5 21.29 4054040 20.0
Eicosane 21.43 2.4 ng 477017 5 21.29 4054040 20.0
Heneicosane 21.86 2.8 ng 566570 5 21.29 4054040 20.0
Hexadecane 22.83 3.4 ng 572495 6 23.55 3332100 20.0
3-Eicosene, (E)- 22.99 253.5 ng 42233100 6 23.55 3332100 20.0
Octacosane 23.40 3.8 ng 629954 6 23.55 3332100 20.0
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