LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18 Instrument :

Operator : JU/SJ ?:'I\:gﬁ't:Sam ol

3§mple - K2155-02 SS&O3%¥£DH6J
isc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 height area % max. total
1 5.328 546 551 554 rBV 4068336 4285052 89.56% 8.709%
2 6.357 720 726 742 rBV 4006229 4784311 100.00% 9.724%
3 6.481 742 747 750 rBV 4555052 4541357 94.92% 9.230%
4 6.704 781 785 792 rBV 1209200 1075994 22.49% 2.187%
5 6.863 807 812 815 rBV 3892342 3601362 75.27% 7.320%
6 7.269 875 881 884 rBV 2900919 2934830 61.34% 5.965%
7 7.986 998 1003 1013 rBV 1292925 1376669 28.77% 2.798%
8 9.063 1181 1186 1189 rBV 4945195 4767799 99.65% 9.691%
9 9.145 1197 1200 1205 rVB3 44635 58463 1.22% 0.119%
10 9.451 1249 1252 1262 rBVY 301689 336027 7.02% 0.683%
11 9.733 1294 1300 1304 rBV 1553212 1430361 29.90% 2.907%
12 9.939 1332 1335 1340 rBV2 30479 55469 1.16% 0.113%
13 10.392 1409 1412 1417 rBV2 47984 61860 1.29% 0.126%
14 10.522 1429 1434 1445 rBV 2761887 2719580 56.84% 5.528%
15 10.645 1451 1455 1456 rBV2 65855 75022 1.57% 0.152%
16 11.086 1528 1530 1533 rBV 50342 50909 1.06% 0.103%
17 11.121 1533 1536 1539 rVB2 60875 66316 1.39% 0.135%

18 11.210 1547 1551 1554 rBV 1333869 1240521 25.93% 2.521%
19 11.233 1554 1555 1561 rVB 238687 158296 3.31% 0.322%
20 11.674 1627 1630 1633 rBv4 33939 50338 1.05% 0.102%

21 11.716 1633 1637 1639 rVV 109301 123710 2.59% 0.251%
22 11.757 1639 1644 1652 rVV2 1127945 1401587 29.30% 2.849%
23 12.151 1709 1711 1715 rVB 65769 55895 1.17% 0.114%
24 12.421 1753 1757 1760 rBV 306617 355334 7.43% 0.722%
25 12.457 1760 1763 1771 rVVv2 253205 394773 8.25% 0.802%

26 12.539 1771 1777 1789 rVV 2229998 2914481 60.92% 5.924%
27 12.627 1789 1792 1793 rVV2 137791 150507 3.15% 0.306%
28 12.645 1793 1795 1798 rVvVv 317741 289252 6.05% 0.588%
29 12.674 1798 1800 1802 rVB 69793 57526 1.20% 0.117%
30 12.792 1816 1820 1823 rBV 3743187 3511095 73.39% 7.136%

31 13.027 1857 1860 1864 rBV2 140204 170323 3.56% 0.346%
32 13.274 1899 1902 1906 rBV 428339 536064 11.20% 1.090%
33 13.351 1913 1915 1916 rBV 70493 63969 1.34% 0.130%
34 13.368 1916 1918 1921 rVB 247422 208978 4._.37% 0.425%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

3?22'6 i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.698 1971 1974 1977 rVB 326955 284678 5.95% 0.579%

36 13.839 1993 1998 2001 rBV 1284492 1360225 28.43% 2.765%
37 13.951 2015 2017 2023 rVB3 105767 139178 2.91% 0.283%
38 14.010 2024 2027 2030 rVvVv 324456 266699 5.57% 0.542%
39 14.315 2076 2079 2082 rVB 349541 291748 6.10% 0.593%
40 14.604 2126 2128 2132 rVB 292700 277211 5.79% 0.563%

41 14.851 2167 2170 2176 rVB 196015 304146 6.36% 0.618%
42 14.921 2179 2182 2185 rVB 373646 372480 7.79% 0.757%
43 15.186 2225 2227 2232 rVB 143128 170678 3.57% 0.347%
44 15.245 2233 2237 2240 rBVY 888777 1165693 24.36% 2.369%
45 15.662 2304 2308 2313 rBVY 312451 431142 9.01% 0.876%

46 16.121 2384 2386 2396 rVB2 146264 232825 4._.87% 0.473%

Sum of corrected areas: 49200733
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF113409.D
6.48

5.33
4000000 6.36 6.86

3000000 7.27

2000000

6.70
1000000

0 N kJ il L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113409.D

4000000 12.79

3000000 10.52

12.54

2000000
9.73
7.99

1000000 13.°

687 13.03 A3.

O e R e e e e A e T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113409.D

4000000:

3000000

2000000 13.84

1000000

1401 14.32 14.60 , 1492
7 1370) 240 1485 15 15.66

13. 16.12

7

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.48 Concentration Rank 1

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

6.48 84.41 ng 4541360 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
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 747 (6.481 min): BF113409.D (-742) (-) m/z 132.00 100.00%
5000 68
40 % J ' 6.20 'éhc')'t'é 60 680
54 : : : :
| 77 87 |ssus Wl m/z 68.00 40.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U AR SRS R
6.20 6.40 6.60 6.80
31 51 78 ‘ m/z 134.00 34.01%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
620 640 6.60 6.80
5000 m/z 65.95 26.11%
69
9 ‘ 89 103
...m”.‘}.‘&.“.‘l‘.l.‘Fﬁ..‘..‘l‘l‘.:!'l.sl.. e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 15.66%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.76 22 .60 ng 1401590 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1645 (11.763 min): BF113409.D (-1639) (-) m/z 72.95 100.00%

43 60 7B

5000 129

—_

213
185 T|rrirrJrrrryrrrryprrorojJr
L 43 D77 g9 11.40 11.60 11.80 12.00
.“,”.ﬁﬂu“. m/z 43.00 89.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 713
5000 129 LA L L L L L B

11.40 11.60 11.80 12.00

m/z 59.90 86.35%
213
| ‘JO“ s 1
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 78
11.40 11.60 11.80 12.00
5000 m/z 57.00 74 .51%
29
. .1.5, . ‘a‘. .W. .”.“‘.‘l‘a‘. ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid B LR EERER S
60 73 11.40 11.60 11.80 12.00
43 m/z 55.00 62.09%
5000 129
29 171
115
214
| T } ‘ 143157 ‘ 185
,.i..‘,‘.‘..ulw,.h.w TP P S Y T W AN, s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 3
R.T. EstConc Area Relative to ISTD R.T.

12.54 42 .85 ng 2914480 Chrysene-di12 13.84
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30

Abundance Scan 1777 (12.539 min): BF113409.D (-1771) (-) m/z 43.00 100.00%

483 57 78

5000 129

:

12.20 12.40 12.60 12.80
m/z 72.95  98.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 57 73

5000 129 T T
12 20 12. 40 12 60 12.80

m/z 60.00 85.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid

SN

w
a1

|

~l

w

12.20 12.40 12.60 12.80
5000 129 m/z 57.00 84 .53%

gl

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

157171

%

Abundance #84453: Tetradecanoic acid e e

73 12.20 12.40 12.60 12.80

m/z 55.00 72 .23%
43 5
5000 129
185 228

Gl Y Y NN | SO

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Tridecane, l-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.03 2.50 ng 170323 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-i1odo- 310 C13H271 035599-77-0 83
2 Heptacosane 380 C27H56 000593-49-7 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1860 (13.027 min): BF113409.D (-1857) (-) m/z 57.00 100.00%

57
5000 85

11 12.80 13.00 13.20 13.40
3 141 165184 205224243261 283
..'.,.--"]llﬂ.-,....,l.:.z.“?.‘...3,0:?...,.... m/z 71.00 69.20%

m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-

3

5000 85 L e
12. 80 13. OO 13. 20 13. 40

m/z 43.00 66 .54%

281
113 183
S o S I
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
5[7
T T

12.80 13.00 13.20 13.40

5000 m/z 85.00 45.61%
85
29
| | J 13 141 169 197 225 253 281 323 351380
o ....,. .
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane LA et AR AR
57 12.80 13.00 13.20 13.40
m/z 41.00 28.39%
5000 85
29 113
| I L 1141 169 197 225 253 281 309 338
e B e L e e e
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.27 7.88 ng 536064 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 96
2 Nonanamide 157 C9H19NO 001120-07-6 59
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Tetradecanamide 227 C14H29NO 000638-58-4 50
5 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 43

Abundance Scan 1901 (13.268 min): BF113409.D (-1899) (-) m/z 59.00 100.00%

99

5000

=

13.00 13.20 13.40 13.60
m/z 72.00 62.00%

83 100 126

o 154 173 193 212 238 264281299 326

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-

e

V.
LIS L L I L L L LB

13.00 13.20 13.40 13.60
m/z 55.00 32.45%

5000

126

154 184 221238 264281

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #29478: Nonanamide
59
R N RARE SRR m e
13.00 13.20 13.40 13.60
5000 m/z 41.00 27.57%
43
86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #20317: Octanamide R EEEEE RS
59 13.00 13.20 13.40 13.60
m/z 43.00 22 .22%
43
27 [ ) 7 ua 14
| |
e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 13
R.T. EstConc Area Relative to ISTD R.T.

13.37 3.07 ng 208978 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane, 6-propyl- 226 C16H34 055045-10-8 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 1918 (13.368 min): BF113409.D (-1916) (-) m/z 57.00 100.00%

g7

E

5000 85
4 113 I L e e e e e e e
13.00 13.20 13.40 13.60
141 183 207
o...,....,|'...|,..'..,‘...!|,..-.'.,.'...,....,1.‘??. D o225 249267 292309 | "m/z 71.00  65.23%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LA L L L L LB L
13.00 13.20 13.40 13.60
41 s m/z 43.00 58.76%
o5 | | | | ], 141 160 107 225 253368 296
SRR B | N (1R S S e SR St s SR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83030: Tridecane, 6-propyl-
a3
71 R e e R
13.00 13.20 13.40 13.60
5000 m/z 85.00 47.82%
‘ 99 126 154 183
SN 5 5 O S YOS  |-E—
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100330: 2-Bromo dodecane A BRE R
57 13.00 13.20 13.40 13.60
m/z 41.00 18.87%
5000 85
4
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13100 1320 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.19 ng 284678 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 1974 (13.698 min): BF113409.D (-1971) (-) m/z 57.00 100.00%
57
85
5000
4 e
113 230 13.40 13.60 13.80 14.00
141
0,,\ Lt 100185202 Ty 248267 202300327 | 01 00 68 40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57
85
5000 SRR SR B SRR
13. 40 13. 60 13. 80 14. oo
4 s m/z 43.00 62.56%
P Ly L e 169 197 225 253 296
m/z--> 2'0 4'0 60 8|O 1(')0 12'0 14'10 160 180 200 220 240 260 280 3(')0 32'0 !
Abundance #129493: Eicosane
57
13.40 13.60 13.80 14.00
5000 85 m/z 85.00 52.81%
4 282
113 141 169 197
||||||l||||‘||||| ||‘|||||||}|||‘|J| I\L”\‘”I\L .lt.. ‘...l‘ ”\”2%5” |2”5|3”” P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83026: Hexadecane R R R
57 13.40 13.60 13.80 14.00
m/z 41.00 23.59%
5000 4 85
113
5 |‘ b e 169 07 226
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 360 350 ! 13. 40 13. 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Tetradecanamide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.05 ng 139178 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 50
5 Dodecanamide 199 C12H25NO 001120-16-7 49
Abundance Scan 2017 (13.951 min): BF113409.D (-2015) (-) m/z 58.95 100.00%
50
5000
41 o1
98 126 13.60 13.80 14.00 14.20
266
pyly JI9102 192 218 242 200 28639330 "m/z 72.00 66.87%
m/z--> 50 100 150 200 250 300 350
Abundance #128446: 9-Octadecenamide, (2)-
59
5000 49 R A B BN

1360 1380 14.00 14.20
83 126 m/z 55.00 44 _99Y%

I, 154 184 220238 264281
W ll |

m/z--> 50 100 150 200 250 300 350
Abundance #83609: Tetradecanamide
59
R o R N mEEaE
13.60 13.80 14.00 14.20
5000 m/z 41.00 23.59%
4 8 114
U 132149167184 205 227
—r— Ll e e e T T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #106565: Hexadecanamide R B .
59 13.60 13.80 14.00 14.20
m/z 43.00 22 .34%
5000

4
} 4 | 88 114 147 170 195212 238255

m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

Sample - K2155-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 10 Tridecane, 6-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.01 3.92 ng 266699 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 C16H34 055045-10-8 87
2 Docosane 310 C22H46 000629-97-0 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 80
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 80
Abundance Scan 2027 (14.010 min): BF113409.D (-2024) (-) m/z 57.00 100.00%
57
5000 85
113 13.60 13.80 14.00 14.20 14.40
141 207
oL 30 M Ly )Tt 1691897, 7225242260 280209317 387357 | n 71 00 67. 120
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl-
43
71
5000 UM BRI SRR B
1360 13.80 14.00 14.20 14.40
m/z 43.00 59.87%
99 126 154 183
..lll,.-!-.'-.", ."...,I...I.l.?2.6.|....|.... :
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57
13.60 13.80 14.00 14.20 14.40
5000 85 m/z 85.00 46.71%
113
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane B B o A
57 13.60 13.80 14.00 14.20 14.40
m/z 55.00 19.80%
5000 85
29
| ‘ I |y M8 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20 14.40

8270-BF032519.M Mon Apr 01 09:18:14 2019

SSSI-0328-S-DH-5-T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.32 4.29 ng 291748 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Docosane 310 C22H46 000629-97-0 90
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2080 (14.321 min): BF113409.D (-2076) (-) m/z 57.00 100.00%
g7
85
5000
1 i 14100 14120 1440 1460
e [ LA “ 202285304 341 868 | 77 71.00  70.64%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 R UL UL IR UL
14.00 14.20 14.40 14.60
29 m/z 43.00 59.02%
L b 1}3. 141 169 197 240
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
o 14.00 14.20 14.40 14.60
5000 m/z 85.00 55.61%
29
Iy } j‘ \113 141 169 197 225 253 338
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane e A RERREEESE L
57 14.00 14.20 14.40 14.60
m/z 55.00 22 .29%
5000 85
290 | | M8 141 169 197 225 253 281 310
m/z--> 5'0 100 150 2(')0 250 300 350 14.00 14.20 14.40 14.60

8270-BF032519.M Mon Apr 01 09:18:14 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.60 4.76 ng 277211 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Docosane 310 C22H46 000629-97-0 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2127 (14.598 min): BF113409.D (-2126) (-) m/z 57.00 100.00%
g7
5000 85
l || ‘]1}3|141 168188207 233 256 281 309329 351370 14.20 14.40 14.60 14.80 15.00

b g ) e 1081887 230 T 0L SRS | "m/z 71.00  62.42%
m/z--> 50 100 150 200 250 300 350

Abundance #202662: Heptacosane
57
5000 | NI LI L L L LB LB L
85 14.20 14.40 14.60 14.80 15.00
m/z 43.00 58.74%
29
7| | 4118 141 169 197 225 253 281 323 351 380
A e e e e T o e L e e e o e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
R e R E e o R
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.00 45 _45Y%
29 113
| I Iyl 77,141 169 197 225 253 281 309 338
A e e e I L e e e e e B B
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane e o
57 14.20 14.40 14.60 14.80 15.00
m/z 41.00 18.40%
5000 85
29
Py ) M8 141 169 197 225 253 281 310

T T I T T I T
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

ﬁ?ggle i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Docosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.92 6.39 ng 372480 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Tricosane 324 C23H48 000638-67-5 93
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 91
Abundance Scan 2182 (14.921 min): BF113409.D (-2179) (-) m/z 57.00 100.00%
57
5000 85
13 14.60 14.80 15.00 15.20
141 268
ol | ,I. | ll LS00 211 239 TF 205 323 349 379400 | nz5 7100 67.18%
m/z--> 50 150 200 250 300 350 400
Abundance #153223: Docosane
57
5000 85 R AR SRR S DR
mmmmmmmm
113 m/z 43.00 57.52%
141
T III'II'J'JI l‘llllll|ll‘lll8l3l |2:|I-1| 12319 ?61711 3]|l-0||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
ile]
UL R BN U B
71 14.60 14.80 15.00 15.20
5000 m/z 85.00 51.84Y%
99 196
AL 1 | 07% | e ospope0
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane e A RERREEESE L
57 14.60 14.80 15.00 15.20
m/z 55.00 18.71%
5000 85
29
| w | \113J1§1 169 197 225 268
m/z--> éo 100 1%0 260 250 300 350 460 1460 1480 1500 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Data File : BF113409.D

Acq On : 29 Mar 2019 12:18

Operator : JU/SJ

3?22'6 i K2155-02 SSSI-0328-S-DH-5-T
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .48 6.48 84.4 ng 4541360 1 6.70 1075990 20.0
n-Hexadecanoic acid 11.76 22.6 ng 1401590 4 11.21 1240520 20.0
Octadecanoic acid 12.54 42.9 ng 2914480 5 13.84 1360230 20.0
Tridecane, l1l-iodo- 13.03 2.5 ng 170323 5 13.84 1360230 20.0
9-Octadecenamide, ... 13.27 7.9 ng 536064 5 13.84 1360230 20.0
Heneicosane 13.37 3.1 ng 208978 5 13.84 1360230 20.0
Eicosane 13.70 4.2 ng 284678 5 13.84 1360230 20.0
Tetradecanamide 13.95 2.0 ng 139178 5 13.84 1360230 20.0
Tridecane, 6-propyl- 14.01 3.9 ng 266699 5 13.84 1360230 20.0
Heptadecane 14.32 4.3 ng 291748 5 13.84 1360230 20.0
Heptacosane 14.60 4.8 ng 277211 6 15.24 1165690 20.0
Docosane 14.92 6.4 ng 372480 6 15.24 1165690 20.0
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