LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

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-BM053119.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 3.069 9 14 28 rVB 2140344 2508588 20.09% 2.188%
2 5.416 406 413 426 rBY 6767114 9712525 77.77% 8.470%
3 6.998 673 682 694 rBY 6656345 11163099 89.38% 9.735%
4 7.369 736 745 753 rBVY 6972672 11073669 88.66% 9.657%
5 7.834 817 824 831 rBVY 1302501 2004065 16.05% 1.748%
6 8.151 869 878 886 rBY 5047086 8108387 64.92% 7.071%
7 8.998 1013 1022 1032 rBV 4090576 6856256 54.90% 5.979%
8 10.628 1288 1299 1307 rBVY 1608454 2730738 21.86% 2.381%
9 13.092 1710 1718 1725 rBV 8637385 12489337 100.00% 10.891%
10 13.927 1854 1860 1869 rBY 1184429 1636084 13.10% 1.427%

11 14.469 1945 1952 1963 rVB2 2015189 3092317 24.76% 2.697%
12 15.957 2198 2205 2222 rBV 5441010 7739682 61.97% 6.749%
13 17.210 2409 2418 2425 rBV2 2044875 3016541 24.15% 2.631%
14 18.110 2565 2571 2581 rBV 765554 1130329 9.05% 0.986%
15 19.386 2784 2788 2797 rBV 345754 544938 4._36% 0.475%

16 19.839 2859 2865 2870 rBV 9887302 11532097 92.34% 10.057%
17 21.109 3076 3081 3091 rBV 1114902 1503053 12.03% 1.311%
18 21.392 3123 3129 3135 rBV 2278440 3000463 24.02% 2.617%
19 21.550 3152 3156 3161 rVB 630638 679642 5.44% 0.593%
20 21.997 3227 3232 3238 rBV 1080695 1376618 11.02% 1.200%

21 22.474 3308 3313 3318 rBV 1585592 1974625 15.81% 1.722%
22 23.003 3397 3403 3416 rVB 1452937 2347245 18.79% 2.047%
23 23.592 3497 3503 3510 rBV 1304709 2236500 17.91% 1.950%
24 23.686 3512 3519 3531 rVB 1574361 3149665 25.22% 2.747%
25 24.268 3612 3618 3626 rVvV 937423 1730477 13.86% 1.509%

26 24.350 3628 3632 3645 rvB2 172101 365044 2.92% 0.318%
27 25.050 3745 3751 3760 rVB2 447420 969097 7.76% 0.845%

Sum of corrected areas: 114671081
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO053119\

BM020642.D

31 May 2019 23:12

JussJ

K3072-01

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCI

NT.P

Abundance

8000000

6000000

4000000

2000000

B.07

5.42

TIC: BM020642.D

700 7.37

7.83

8.15

9.00

10.63

Time--> 3.00

3.50

4.

00 450 5.00 550 6.00

6.50

R R I T L o L

7.00 750 8.00 850 9.00

950

10. OO 10.50 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

13.09

13.93

14.47

TIC: BM020642.D

15.96

17.21

18.11

19.39

19.84

Obr

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

8000000

6000000

4000000

21.39

2000000
21.11

22.47 2300 25 gg

22.00 “ n

24.27

TIC: BM020642.D

25.05
%35 A

Time-->

e

21.00 21 50 22. 00 22. 50 2300 23.50 2400 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\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.07 25.04 ng 2508590 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 14 (3.069 min): BM020642.D (-9) (-) m/z 73.05 100.00%
7B
5000 43
55 87
| 128 3.10 3.20 3.30 3.40 3.50
bl e 22828 m/z 43.10  36.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 HUNL AR AN AR R A
43 95 3.10 3.20 3.30 3.40 3.50
87 m/z 87.10 24 . 77%
|-Mﬁ-d------““.---494-~|----|---w----.----w---
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73
3.10 3.20 3.30 3.40 3.50
5000 43 m/z 55.10 24 .54%
58
29 ‘ 8(
i A
m/z--> 20 Jo 60 80 100 120 140 160 180 200
Abundance #4342: Pentane, 3-methoxy-
73 3.10 3.20 3.30 3.40 3.50
m/z 41.10 11.66%
5000 \&N/\£_
45
\\ ‘\ % 101
m/z--> 20 4'0 ' 80 100 120 140 160 180 200 3.10 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 unknown7.37 Concentration Rank 1

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

7.37 110.51 ng 11073700 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 745 (7.369 min): BM020642.D (-736) (-) m/z 132.00 100.00%
132
5000 68
© 54 (|0 T 7.00 7.20 7.40 7.60 7.80
ek m/z 68.10  45.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR AR IS R
700 7.0 7.40 7.60 7.80
31 m/z 134.00 32.60%
'”I"'MI'H'P!"I”"I'”'I"“I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.10 29.78%
15 2839 %200 77 %0 e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl A e
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.10 18.51%
5000 98 116
S ....qu‘..JW. M..,MM .L,. M 158 }??II - VA RN U
m/z--> 20 40 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 10
R.T. EstConc Area Relative to ISTD R.T.
18.11 7.49 ng 1130330 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30
5 Hexadecane 226 C16H34 000544-76-3 11

Abundance Scan 2571 (18.110 min): BM020642.D (-2565) (-) m/z 73.10 100.00%

5000

—

17.80 18.00 18.20 18.40
m/z 43.10 90.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid

-

5000

17.80 18.00 18.20 18.40
m/z 60.00  87.55%

213

157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #75071: Tetradecanoic acid
s
43 R R S RRaE
17.80 18.00 18.20 18.40
5000 m/z 41.10 76.71%
129
185 228
il |
Tl | o | o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65562: Tridecanoic acid T TR T
43 3 17.80 18.00 18.20 18.40
m/z 57.10 71.65%
5000
ZT 29
‘ U\ 3 |“ | m H\ T ’ \152 { | 197 ‘ T T T
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _'_'—l_'_'_'_'—rl_'_l_l—rl_'_'_l—l_'_'_'_'—[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 13
R.T. EstConc Area Relative to ISTD R.T.
19.39 3.63 ng 544938 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 2789 (19.392 min): BM020642.D (-2784) (-) m/z 73.10 100.00%
5000 \_Mhﬁ,-~hM/Lu«~_¢“w_VAN
19.00 19,20 1940 19.60 19.80
m/z 43.10 95.32%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/87
5000 129 LN SR SR I
19.00 19.20 19.40 19.60 19.80
97 185 o 204 m/z 60.05 81.81%
15 a2y |23 | .'%6?.\.,....,...
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
48
73 19.00 19,20 1940 19.60 19.80
5000 284 m/z 57.10 77.76%
129
97
185
213 241
———t ‘I‘ .‘ IJJ“I.LIL IMI { \15\7|\ .{. ‘I .t.‘. Il |.2|6|5| : 3:||'1| — |3|72|
m/z--> 50 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid A BT
43 19.00 19.20 19.40 19.60 19.80
m/z 41.10 72.97%
5000
129 256
LT 20 157t 19y213 5577
m/z--> 5'0 1(')0 1&'30 2(')0 251,0 3(')0 3&'30 19.'00 19.'20 19.'40 19.|60 19.|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 5-Octadecene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.11 10.02 ng 1503050 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 94
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 90
Abundance Scan 3081 (21.109 min): BM020642.D (-3076) (-) m/z 57.10 100.00%
g7
83
5000
111
N BN B
3 139 20.80 21.00 21.20 21.40
i A5 168 196 224 252 281 %27 356376 y7n 43.10  88.95%
m/z--> 50 100 150 200 250 300 350
Abundance #89785: 5-Octadecene, (E)-
55
83
5000 BB ARRE
20.80 21.00 21.20 21.40
29 111 m/z 55.10 73.38%
1 J (139 168 195 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #156888: Pentafluoropropionic acid, heptadecy! ester
57
83 20.80 21.00 21.20 21.40
5000 m/z 83.10 67.83%
111
29
I.IJ“IJIIIJ‘I\Iilj}ﬁgrl}§8llgﬁz}ol ?%SI -
m/z--> 50 100 150 200 250 300 350
Abundance #129672: 1-Hexadecanesulfonyl chloride R R e e R
57 20.80 21.00 21.20 21.40
83 m/z 69.10 63.26%
5000 11 —Aﬂ~d¥ﬁmkﬂg-_J\_M\AM_#—VNA%
29
139
\J 1| A \J ‘ \i Il b h ll16|7 196 224 25227\1289307
m/z--> 50 100 150 200 250 300 350 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.55 4.53 ng 679642 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 3156 (21.550 min): BM020642.D (-3152) (-) m/z 57.10 100.00%
57
5000 85
113 21.20 21.40 21.60 21.80
141 169 207
o348, AL I 239 266 294 327 36 m/z 71.10 77.25%
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57
5000 85 NI A DR
21.20 21.40 21.60 21.80
29 m/z 43.10 68.94%
T LR 169,197 225 253 281 309 337 380
m/z--> 50 100 150 260 250 300 350 '
Abundance #155178: Octacosane
57
21.20 21.40 21.60 21.80
5000 g5 m/z 85.10 50.95%
29
UL gt 141 169 197 225 253 281 309 337 365 304
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43 21.20 21.40 21.60 21.80
- m/z 41.10 27 .24%
5000

‘ H (177155 183 225 253 295 337

T
m/z--> 100 150 200 250 300 350 21 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 8 Pentadecane, 8-heptyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.00 9.18 ng 1376620 Chrysene-di12 21.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91

2 Heneicosane 296 C21H44 000629-94-7 91

3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexatriacontane 507 C36H74 000630-06-8 91

5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3232 (21.997 min): BM020642.D (-3227) (-) m/z 57.10 100.00%

57
85
5000 _Aw
113 21.60 21.80 22.00 22.20 22.40
141
ol 3 L LU y7 M 169 197210289 280 309 341 387 Lo T71700  72.90%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 LA RN BN BN

21.60 21.80 22.00 22.20 22.40

29 m/z 43.10 65.19%
113 210
Ll d 1° 141 169 “° 239 266 309
e L
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
R e RN RE R
85 21.60 21.80 22.00 22.20 22.40
5000 m/z 85.10 52.19%
29 113
DL M8 300 107 225 253 2906
s L T e
m/z--> 50 100 150 200 250 300 350 \
Abundance #142113: Heptadecane, 9-octyl- R e e S R
57 21. 60 21. 80 22. OO 22. 20 22.40
m/z 41.10 25.79%
5000 85
113 239
3 J I 77 141 169 197 S° 267 204 323 352
e e BT B I e B T T
m/z--> 50 100 150 200 250 300 350 21. 60 21. 80 22. OO 22. 20 22. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 6
R.T. EstConc Area Relative to ISTD R.T.
22.47 13.16 ng 1974630 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3312 (22.468 min): BM020642.D (-3308) (-) m/z 57.10 100.00%
57
5000 I T
13 | 22.20 22.40 22.60 22.80
141
oAb L L1160 107 225 253 283300 356 429 TG00 6941k
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 T T T T T T T T T T
22.20 22.40 22.60 22.80
m/z 43.10 67 .55%
29
| ] J 141 169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3%0 460
Abundance #142113: Heptadecane, 9-octyl-
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.05 49 .57%
‘ } || [M2141 169 197 239 567 204 303 352
'"'I""I""I""I""I""I""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane R N B N AR
57 22.20 22.40 22.60 22.80
m/z 41.10 24 .25%
85
5000
il L 1\ 242,169 107 225 555 262
m/z--> % 1m ﬁo ﬁ 250 ﬁo ﬁ)4& nmnmnmnm

8270-BM053119.M Mon Jun 03 06:39:49 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.00 14.90 ng 2347250 Perylene-d12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
Abundance Scan 3402 (22.997 min): BM020642.D (-3397) (-) m/z 57.10 100.00%
5000 J
141 nmnmmmmmmm
o 183 225 265295 337 379415 n/z 71.10 71. 79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #99477: Nonadecane
5
5000 LA
nmnmmmmmmm
% m/z 43.10 64 .85%
2p) | 141y 141 183 225 268
m/z--> 6 55 160 1éo 260 2%0 360 3%0 460 4éo 560 séo 660
Abundance #130022: Heptadecane, 9-hexyl-
48
22.60 22.80 23.00 23.20 23.40
5000 85 m/z 85.10 51.33%
127 169 "1 267323
m/z--> 6 55 160 1éo 260 250 360 3%0 400 4éo 560 5%0 660
Abundance #172957: Tetratetracontane T P TR
57 nmnmmmmmmm
m/z 55.10 23.88%
5000
97
26 ] Jui 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. 60 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.59 14.20 ng 2236500 Perylene-di12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Nonadecane 268 C19H40 000629-92-5 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3503 (23.592 min): BM020642.D (-3497) (-) m/z 57.10 100.00%
57
85
5000
113 23:20 23.40 23.60 23.80 24.00
141
ol A b h 2 169 197210239 281 324 351 415 | o 71010 72.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000 SR ARSUNSUU
23.20 23.40 23.60 23.80 24.00
m/z 43.10 63.44Y%
29 |11 141 169
L 1197 225 253 282
m/z--> éo 160 1éo 260 2éo 300 3éo 460
Abundance #115577: Pentadecane, 8-hexyl-
ile]
7 23.20 23.40 23.60 23.80 24.00
5000 m/z 85.10 52.75%
99 196
ALl I |y 27a%s | ysosp om0
m/z--> 50 100 150 200 250 300 350 400
Abundance #99477: Nonadecane REREEE RS R S
57 23.20 23.40 23.60 23.80 24.00
m/z 55.10 23.23%
5000 85
29
DL e 160 167 225 268
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 3&'30 4(')0 23 20 23. 40 23. 60 23 80 24. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .27 10.99 ng 1730480 Perylene-d12 23.69

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 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Tetracosane 338 C24H50 000646-31-1 91

5 Tetratriacontane 479 C34H70 014167-59-0 90
Abundance Scan 3618 (24.268 min): BM020642.D (-3612) (-) m/z 57.10 100.00%

57 ﬂ
5000 8
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
113 24.00 24.20 24.40 24.60
141 169
ol J B 7,100 107 225 253 281 300 355379 429 | psnU 1 10 74.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 LRI B SULL RIS R

24,00 24.20 24,40 24.60
m/z 43.10 64.43%

113
ﬂ | 11?1,169 197 %30 267 204 323 352
e .,....,....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
T T

24.00 24.20 24.40 24.60

85

5000 m/z 85.10 51.91%
29 113
1 L) J 141 169 197 225 253 296
e ....,....,.... T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57 24.00 24.20 24.40 24.60
m/z 55.10 23.51%
5000 85
29 113 21 O
| } 1o 7,141 169 239 266 309
....,....,....,....,.... e o o o e e o B R R ERAREEEEEEE R EEs
m/z--> 50 100 150 200 250 300 350 400 24 00 24. 20 24. 40 24 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020642.D

Aca On : 31 May 2019 23:12

Operator : JU/SJ

Sample : K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.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 13 Cyclopentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24 .35 2.32 ng 365044 Perylene-di12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
3 1-Nonadecene 266 C19H38 018435-45-5 83
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 81
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 74
Abundance Scan 3632 (24.350 min): BM020642.D (-3628) (-) m/z 57.10 100.00%
57 97
5000
1 24.00 24.20 24.40 24.60
167188210 283 - : :
| i 825 395376 415 /7 97.10  85.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #63051: Cyclopentadecane
56
83
5000 LR SRR SUMIUN B B
11 24.00 24.20 24.40 24.60
29 m/z 83.10 80.30%
L l |39 182 20
mz-> 50 100' 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69 U SUNIU BRI DU
97 24.00 24.20 24.40 24.60
5000 m/z 43.10 80.27%
125
J i Ll Jh l153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene N R R
43 o7 24.00 24.20 24.40 24.60
69 m/z 55.10 80.09%
5000
125
m/z--> 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM053119\
Data File : BM020642.D

Acq On : 31 May 2019 23:12

Operator : JU/SJ

Sample - K3072-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119_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]
Butane, 2-methoxy... 3.07 25.0 ng 2508590 1 7.83 2004070 20.0
unknown7 .37 7.37 110.5 ng 11073700 1 7.83 2004070 20.0
n-Hexadecanoic acid 18.11 7.5 ng 1130330 4 17.22 3016540 20.0
Octadecanoic acid 19.39 3.6 ng 544938 5 21.39 3000460 20.0
5-Octadecene, (E)- 21.11 10.0 ng 1503050 5 21.39 3000460 20.0
Heptacosane 21.55 4.5 ng 679642 5 21.39 3000460 20.0
Pentadecane, 8-he... 22.00 9.2 ng 1376620 5 21.39 3000460 20.0
Heneicosane 22 .47 13.2 ng 1974630 5 21.39 3000460 20.0
Nonadecane 23.00 14.9 ng 2347250 6 23.69 3149670 20.0
Eicosane 23.59 14.2 ng 2236500 6 23.69 3149670 20.0
Heptadecane, 9-oc... 24.27 11.0 ng 1730480 6 23.69 3149670 20.0
Cyclopentadecane 24 _35 2.3 ng 365044 6 23.69 3149670 20.0
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