LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 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 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 heiaht area % max. total
1 5.322 545 550 553 rBY 3957578 3883065 66.17% 7.521%
2 6.357 720 726 742 rBVY 3534372 4369445 74.46% 8.463%
3 6.475 742 746 750 rBVY 4180469 4218676 71.89% 8.171%
4 6.704 781 785 796 rBVY 1078238 979803 16.70% 1.898%
5 6.857 807 811 815 rBVY 3343001 3166154 53.95% 6.132%
6 7.269 876 881 899 rBVY 2564244 2782979 47 .42% 5.390%
7 7.981 998 1002 1022 rBVY 1169670 1272133 21.68% 2.464%
8 9.063 1181 1186 1189 rBV 4874937 4793480 81.69% 9.284%
9 9.451 1249 1252 1261 rVB 249165 244983 4.17% 0.474%
10 9.733 1296 1300 1309 rBvV 1610362 1477974 25.19% 2.862%

11 10.522 1429 1434 1453 rBV 3238430 3421562 58.31% 6.627%
12 11.210 1547 1551 1560 rBV 1817500 1681956 28.66% 3.258%
13 11.280 1560 1563 1568 rVB 66121 64917 1.11% 0.126%
14 11.751 1637 1643 1659 rBvV 483666 811485 13.83% 1.572%
15 12.527 1771 1775 1788 rBV 500501 838850 14.29% 1.625%

16 12.798 1815 1821 1824 rBV 5320535 5868207 100.00% 11.365%
17 13.369 1913 1918 1921 rBV2 60131 62833 1.07% 0.122%
18 13.698 1970 1974 1977 rBV 122338 116472 1.98% 0.226%
19 13.757 1977 1984 1994 rvv2 199302 738948 12.59% 1.431%
20 13.839 1994 1998 2006 rVB 1957917 1879444 32.03% 3.640%

21 14.010 2023 2027 2031 rBV 321565 328543 5.60% 0.636%
22 14.316 2075 2079 2084 rVB 792526 800147 13.64% 1.550%
23 14.610 2124 2129 2138 rBV 1378854 1428554 24 .34% 2.767%
24 14.921 2177 2182 2191 rVB 1488030 1671691 28.49% 3.238%
25 15.245 2232 2237 2239 rBV 1253163 1699480 28.96% 3.291%

26 15.268 2239 2241 2251 rVB 1262798 1444320 24.61% 2.797%
27 15.663 2303 2308 2314 rBV 706788 1061912 18.10% 2.057%
28 16.121 2381 2386 2397 rBV 305714 524437 8.94% 1.016%

Sum of corrected areas: 51632450
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Data Path
Data File
Aca On
Sample K2
Misc
ALS Vial 9
Quant Method
Quant Title

TIC Library

107-09

LSC Report - Integrated Chromatogram

- Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
- BF113377.D
- 28 Mar 2019 16:41

Operator : JU/SJ

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.47 Concentration Rank 1

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

6.47 86.11 ng 4218680 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 745 (6.469 min): BF113377.D (-742) (-) m/z 132.00 100.00%
5000 68
40 % J " 620 640 6.60 6.80
54 . . :
o qrer |apsus o "m/z 68.00 43.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IREBE AR RS LRSS S
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 31.65%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 620 640 6.60 6.80
5000 67 m/z 66.00 27.74%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! I RN e e o B
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 16.60%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
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\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6
R.T. EstConc Area Relative to ISTD R.T.
11.75 9.65 ng 811485 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1643 (11.751 min): BF113377.D (-1637) (-) m/z 73.00 100.00%

143 99 | 207 256 11.40 11.60 11.80 12.00

43 g0 73
5000 129
E 213
ﬁq“ 7 101115 157171185,

0 m/z 42.95 87.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 I I DU UL DU

11.40 11.60 11.80 12.00

m/z 59.95 85.38%
213
‘J‘“ 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73
43 T T T T
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 74.40%
29
0 .??PLL.MU..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid I REEEE Ea s et
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 65.51%
5000 129
29
143 199 242
‘ | 157171185
0.}ﬁ.h.ﬂj.. L R e e AREmEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7
R.T. EstConc Area Relative to ISTD R.T.
12.53 8.93 ng 838850 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 1775 (12.527 min): BF113377.D (-1771) (-) m/z 43.00 100.00%
48 5 73
5000 129
97 115 185 241 SR UM B BRI I
143157171 | 199515207 | 55 284 12.20 12.40 12.60 12.80
0 m/z 72.95 94 _.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4B 57 7B
5000 129 RN A BN
12.20 12.40 12.60 12.80
m/z 59.90 81.50%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
48 78
5 RN AR AR IR

12.20 12.40 12.60 12.80
5000] 29 256 m/z 57.00 79.11%

21
143157171185199

-

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid e e
43 57 3 12.20 12.40 12.60 12.80
m/z 55.00 72 .69%
129
5000 29

-

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

I T T I
12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.76 7.86 ng 738948 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1985 (13.763 min): BF113377.D (-1977) (-) m/z 57.00 100.00%

7

5000

.

13.40 13.60 13.80 14.00
m/z 83.00 99.95%

139 168185 207 241 265

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

3

5000

13.I40 13.I60 13.I8O 14.IOO
m/z 55.00 99.26%

o 167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83

-

13.40 13.60 13.80 14.00
m/z 97.00 89.07%

5000
29
o il 167 196 224 252 280 308
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol L R ma e
55 83 13.40 13.60 13.80 14.00
m/z 43.00 89.05%
5000
29
ol \ 167 196 238 266 294
el .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.01 3.50 ng 328543 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Docosane 310 C22H46 000629-97-0 91
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2027 (14.010 min): BF113377.D (-2023) (-) m/z 57.00 100.00%

57
5000 85

13 60 13.80 14.00 14.20 14.40
141 133
0....|,.. b ll L 163103 211 239 2% 8% m/z 71.00 64.14%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5|7
85

13.60 13.80 14.00 14.20 14.40
| m/z 43.00 61.21%

29 113
ol L LT 0 160 107 225 053 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57

13. 60 13. 80 14. 00 14. 20 14.40

5000 85 m/z 85.00 47.82%
29
oL j I i 111134 141,160 197 225 253 205 323 367
LA B s e e L e e e e B B LA B s s e
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane =TT T
57 13.60 13.80 14.00 14.20 14.40

m/z 55.00 21.84%

29
|, | | J11}3 141 169 197 225 254

ob—tb b L e S

T
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .32 8.51 ng 800147 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83

Abundance Scan 2080 (14.321 min): BF113377.D (-2075) (-) m/z 57.00 100.00%

57

85
5000
_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r

14.00 14.20 14.40 14.60

1
141 169
o...,...:?,...I,..:.,'.-...|,....,....,'...-.,....,..1..9,7..?.1,?.?]??.2.?,7...2.8.1...,....,.5?.3,7. m/z 71.00 69.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57
85 L

14.00 14.20 14.40 14.60
m/z 43.00 55.69%

29 113
| \ | L |10 14 169 197 205 253 296
e ,,,,,,,,,, RRTRRARECRR Ny
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83023: Hexadecane
57

14.00 14. 20 14. 40 14.60

o

5000 g5 m/z 85.00 54.15%
29
ol L4l 13 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117638: Nonadecane R e e AR

57 14.00 14.20 14.40 14.60
m/z 55.00 21.35%

5000 85
29
‘ ‘ ‘ i 11‘3 141 169 197 225 268 \,\/\_,_//\/JL_#

Ottt e e e e e e T S R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.61 16.81 ng 1428550 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2129 (14.610 min): BF113377.D (-2124) (-) m/z 57.00 100.00%

57
5000 85

113 14. 20 14.40 14.60 14.80 15.00
4 141 160 107
- ll L7, 2P 07 225 247267 295313 337385 m/z 71.00 68.44%

m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57

14.20 14.40 14.60 14.80 15.00
m/z 43.00 59.41%

113 154
0 3;, Jod 718 11183 211 289 281
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43

71 1420 14.40 14.60 14.80 15.00
5000 m/z 85.00 50.25%
99 196
oLl ,JM LT s | s s gs0 n
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane =TT T L [ T T
57 14.20 14.40 14.60 14.80 15.00

m/z 55.00 20.95%

85
5000
29 113
| ‘ L 75,141 169 197 225 253 296

(LR 1 0 PP S G M Sttt

T
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane, 9-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.92 19.67 ng 1671690 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2182 (14.921 min): BF113377.D (-2177) (-) m/z 57.00 100.00%
g7
5000 8
113 1460 14.80 15.00 15.20
141
ol 34 LW A4y 77169 107 225 258 281 309 351 | nsz 71.00  67.34%
m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000
14.60 14.80 15.00 15.20
’99 210 m/z 43.00 59.25%
oLl Iy, 27 (155 182 7| 239 267 296 323
III""II LR UL L L UL |
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71 1460 14.80 15.00 15,20
5000 m/z 85.00 50.90%
99 196
oL~ A .~l.u, e - R
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 21.30%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.66 12.50 ng 1061910 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2308 (15.663 min): BF113377.D (-2303) (-) m/z 57.00 100.00%
g7 n
5000 85
113 ' 15.40 15.60 15.80 16.00
141 : : : :
ol WL U AT 21,160 197 205 253 281 300 337 365 s 7100 66.73%
m/z--> 50 100 150 200 250 300 350 A
Abundance #209566: Octacosane
57
5000 85 L R B S
15.40 15.60 15.80 16.00
- m/z 43.00 57 .04%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57
o ' 15.40 15.60 15.80 16.00
5000 m/z 85.00 51.75%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #175558: Tetracosane = Trrerrrr T e T
57 15.40 15.60 15.80 16.00
m/z 55.00 21.16%
85
5000
113
oL 3 |4 109,197 225 253 21 a9 38
m/z--> 55 160 150 260 250 360 3%0 ' 1520 1560 1580 1650
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113377.D

Aca On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.12 6.17 ng 524437 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2386 (16.121 min): BF113377.D (-2381) (-) m/z 57.00 100.00%
57
5000 8 \
L e 169 197218238 263285 323345 393 1580 16,00 16.20 16.40__
ol b i bt 7218238 203285 323345 3% m/z 71.00 68.42%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR PR IR R
15,80 16.00 16.20 16.40
m/z 43.00 58.17%
29 113 141
oL b d T 109 197 225 253 295 373 367
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
15:80 16.00 16.20 16.40
5000 g5 m/z 85.00 51.37%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #141426: Heneicosane B EEaEEEEE e
57 15.80 16.00 16.20 16.40
m/z 55.00 21.39%
85
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40

8270-BF032519.M Fri Mar 29 15:02:15 2019 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032819\
Data File : BF113377.D

Acq On : 28 Mar 2019 16:41

Operator : JU/SJ

Sample : K2107-09

Misc :

ALS Vial : 9 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 .47 6.47 86.1 ng 4218680 1 6.70 979803 20.0
n-Hexadecanoic acid 11.75 9.7 ng 811485 4 11.21 1681960 20.0
Octadecanoic acid 12.53 8.9 ng 838850 5 13.84 1879440 20.0
n-Tetracosanol-1 13.76 7.9 ng 738948 5 13.84 1879440 20.0
Heneicosane 14 .01 3.5 ng 328543 5 13.84 1879440 20.0
Hexadecane 14.32 8.5 ng 800147 5 13.84 1879440 20.0
Eicosane, 10-methyl- 14.61 16.8 ng 1428550 6 15.24 1699480 20.0
Heptadecane, 9-he... 14.92 19.7 ng 1671690 6 15.24 1699480 20.0
Octacosane 15.66 12.5 ng 1061910 6 15.24 1699480 20.0
2-methyloctacosane 16.12 6.2 ng 524437 6 15.24 1699480 20.0
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