LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 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-BF022719.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 5.351 550 555 559 rBY 3147786 3234013 88.69% 9.793%
2 6.375 724 729 732 rBVY 3480707 3400806 93.26% 10.298%
3 6.510 748 752 755 rBVY 3742009 3444108 94.45% 10.429%
4 6.745 788 792 795 rBVY 1232537 1102465 30.23% 3.338%
5 6.898 814 818 822 rBVY 3040289 2697433 73.97% 8.168%
6 7.298 881 886 889 rBY 2255798 2139146 58.66% 6.477%
7 8.022 1005 1009 1013 rBvV 1587342 1342394 36.81% 4 _.065%
8 9.098 1188 1192 1195 rBV 4289583 3646466 100.00% 11.041%
9 9.374 1235 1239 1243 rBV 47984 43779 1.20% 0.133%
10 9.486 1255 1258 1262 rBV 208181 184017 5.05% 0.557%
11 9.663 1285 1288 1295 rVB2 30459 55775 1.53% 0.169%

12 9.769 1302 1306 1315 rBV 1400737 1373380 37.66% 4_.159%
13 10.551 1435 1439 1443 rBV 2074877 1921439 52.69% 5.818%
14 11.245 1554 1557 1561 rBV 1227495 1153042 31.62% 3.491%
15 11.786 1645 1649 1659 rBv2 322372 345836 9.48% 1.047%

16 12.568 1778 1782 1791 rBV 116250 139154 3.82% 0.421%
17 12.710 1801 1806 1810 rBV 102567 133984 3.67% 0.406%
18 12.827 1822 1826 1830 rBV 2963144 2726018 74.76% 8.254%
19 13.733 1976 1980 1986 rBV3 150535 203230 5.57% 0.615%
20 13.874 1999 2004 2007 rBV 1257335 1190225 32.64% 3.604%

21 14.057 2032 2035 2039 rBV 102057 96796 2.65% 0.293%
22 14.362 2084 2087 2093 rBV 170970 150378 4.12% 0.455%
23 14.656 2134 2137 2141 rVB 204250 198626 5.45% 0.601%
24 14.980 2188 2192 2197 rBV 221747 240973 6.61% 0.730%
25 15.280 2238 2243 2248 rVV2 1069277 1276292 35.00% 3.865%

26 15.333 2248 2252 2257 rVB 177542 241885 6.63% 0.732%
27 15.745 2317 2322 2326 rBV 149584 206532 5.66% 0.625%
28 16.215 2399 2402 2411 rVB 81595 137122 3.76% 0.415%

Sum of corrected areas: 33025314
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022819\
: BF112778.D

: 28 Feb 2019 23:05

: Ju/sd

: K1650-02

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF112778.D

6.51
6.37

5.35 6.90

6.75

7.30

0
Time-->

T
5.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF112778.D

10.55

8.02
11.24

11.79
12.92.7

12.83

0
Time-->

12.00

T
12.50

10.50

10.00 11.00 11.50

13.00

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF112778.D

13.87 15.28

6 14.66 17( 98 .33

16.22

13.73)| 14.06 143 15,74

Time-->

T
18.00

16.50

I
17.00 17.50

15.50 16.00

R
13.50 14.00

14.50 15.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : 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 unknown6.51 Concentration Rank 1

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

6.51 62.48 ng 3444110 1,4-Dichlorobenzene-d4 6.75
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 752 (6.510 min): BF112778.D (-748) (-) m/z 132.00 100.00%
5000 68
96 IS A R
40 oy J 6.20 6.40 6.60 6.80
|7 er | sus o w7 68.00  42.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR SR LR SRR
6.20 6.40 6.60 6.80
21 78 m/z 133.95 33.01%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 28.07%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e R R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.77%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN | S | GO
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\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 6.00 ng 345836 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1650 (11.792 min): BF112778.D (-1645) (-) m/z 72.95 100.00%
43 73
60
5000 129
97 115 157171 23 NSNS SUNRRN SN AN
L 143 185199 | 207 256 11.40 11.60 11.80 12.00 12.20
..W.HJJ.r : m/z 43.00 88.29%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR UL R R
11. 40 11. 60 11. 80 12. oo 12. 20
m/z 59.95 77.82%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 LN UL BN B I
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 57.00 67.18%
29 171
15 214
T } ‘ 143157 ‘ 185
Illll‘lll‘l‘\ H“‘:‘l‘::” \H |“|| ”“ A I NS e
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B R R
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 41.00 64 .04%
5000 129
29
‘ L#“ 1431571711857 242
15 | 4
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : 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 10
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.34 ng 139154 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 1782 (12.568 min): BF112778.D (-1778) (-) m/z 73.00 100.00%

43 57 73

5000 129

5

12.20 12.40 12.60 12.80

143157171
m/z 43.00 95.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4

w
[é)]

|
~l
W

5000 129 L B o e e N B
12.20 12.40 12.60 12.80

m/z 57.00 88.01%

185

241 284

143457171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid

?

43 L L e e

5 12.20 12.40 12.60 12.80
5000 m/z 59.95 80.69%
129
185 228
115
L T TR et L \ 199515 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid e R
73 12.20 12.40 12.60 12.80
43 ¢ m/z 41.00 61.54%
5000 129
29 171
’ 1s 214
L T f’l\ wossy | 105 *
| | ullly h ‘ H 1 ‘ ol | A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : 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 Phenol, 4,4"-(1-methylethyl..._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.71 2.25 ng 133984 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 53
3 2.5-bis(Trimethvisilv)thiophene 228 C10H20SSi2 017906-71-7 53
4 6-Methvl-2-(methvlthio)-4-pvrimi... 270 C12H22N20SSi 1000332-17-1 50
5 4-Bromo-2-(methylamino)tropone 213 C8H8BrNO 1000241-45-0 50
Abundance Scan 1806 (12.710 min): BF112778.D (-1801) (-) m/z 213.10 100.00%
213
5000
119 R e e AN RRa
91 228
39 65 77 107 135 152 165 197 12.40 12.60 12.80 13.00
..-,~.?.1.,.'..:-,..|..',.'..-.|i...'.,..:.,.-...1,533...-,...|.,..|~.., m/z 118.95 19.72%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000
12.40 12.60 12.80 13.00
119 228 m/z 214.10 16.18%
5165 77 O 107 | 135 150165 |
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-dimethyl-
213
12.40 1260 12.80 13.00
5000 m/z 228.10 14.12%
185
228
51 63 77 gg 101 148 | 100 | |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #83860: 2,5-bis(Trimethylsilyl)thiophene s A AaE
213 12.40 12.60 12.80 13.00
m/z 90.95 12.72%
5000
73
99 228
85 | 115 163 183 197 \ ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : 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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.73 3.41 ng 203230 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 1-Docosene 308 C22H44 001599-67-3 87

Abundance Scan 1979 (13.727 min): BF112778.D (-1976) (-) m/z 43.00 100.00%
43| 83
199 167 103 291 1340 1360 1380 1400
el m/z 83.00 99.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000 LR AR UL UL SULRRE
111 13.40 13.60 13.80 14.00
29 m/z 57.00 99.21%
LLALA ) [1301%° 210238 283 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43 97
69 RN BN IO
13.40 13.60 13.80 14.00
5000 m/z 55.00 90.68%
125
s | LU L] st 12 210 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate R AEmEEEE L
57 13.40 13.60 13.80 14.00
97 m/z 69.00 79.64%
5000
29 125
Il | || 254182 210 238 283 334
m/z--> 5'0 1(')0 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : 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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .36 2.53 ng 150378 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2087 (14.362 min): BF112778.D (-2084) (-) m/z 57.00 100.00%

5000

-

99 LIS [LINLINLIL I LI L L (LI B
41 183 205 281 355 14.00 14.20 14.40 14.60

m/z 70.95 66 .05%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LA L L L L L B

14.00 14.20 14.40 14.60
m/z 43.00 60.07%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
5[7

8

14.00 14.20 14.40 14.60
5000 m/z 85.05 46 .65%

99
26 | 141 183 225 267 309 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #185533: Pentacosane e
57 14.00 14.20 14.40 14.60
m/z 55.00 21.36%
5000
9
26| ||| 14" 183 225 267 309 352
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : 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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.98 3.78 ng 240973 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2192 (14.980 min): BF112778.D (-2188) (-) m/z 57.00 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20
141
ol 3 h LA |7 2t 109187207 233258 205 3s6 m/z 71.05 67.41%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AU UL UG B

14.60 14.80 15.00 15.20
| m/z 43.00 62.51%

29

113
L j ﬂ L 141,169 197 225 253 205 323 367
bl . R B ) A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R B AT
85 14.60 14.80 15.00 15.20
5000 m/z 85.05 51.36%
29 113
LU {77, M2 169 107 225 253 296
bl e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- LA I e S St
57 14.60 14.80 15.00 15.20
m/z 55.00 21.52%
5000 85
113 239
3 .} O e a0 T 267 294 323 352
e B R B AR
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : 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 10 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.33 3.79 ng 241885 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2252 (15.333 min): BF112778.D (-2248) (-) m/z 57.00 100.00%
57
5000 85
3q || | I|113 141 169 192211 235 257 327 355 1600 15.20 15.40 1560 _
ol 38U LA L L 22019221 235257 982 827 385 m/z 71.00 67.41%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 U SRR DR DU DR
85 15.00 1520 15.40 15.60
29 m/z 43.00 60.29%
| T 141 169 197 225 253 281 300 337 365 394
m/z--> 55 160 150 260 250 360 3éo
Abundance #194500: Docosane, 11-butyl-
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 48 .50%
3 } || M2 ,141 169 210 239 267 309 335 366
m/z--> 55 160 1éo 200 250 360 3éo
Abundance #185535: Heptadecane, 9-octyl- R B
57 15.00 15.20 15.40 15.60
m/z 55.00 19.79%
5000 85
113
_a M N 0 N LAV - IS B S
m/z--> 50 100 150 200 250 300 350 15.00 1520 1540 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112778.D

Aca On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample : K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.74 3.24 ng 206532 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexadecane 226 C16H34 000544-76-3 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2321 (15.739 min): BF112778.D (-2317) (-) m/z 57.00 100.00%

g7
5000 85

15.40 15.60 15.80 16.00

ﬂ o134 155 183 207 239 267 205 327 355

o |
=N 239 207 295 327 355 ny7 71.05  69.35%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA I L L L L L |
15.40 15.60 15.80 16.00
\ m/z 43.00 60.61%
29 141
Nl DO N O R
m/z--> 50 1 O 150 200 250 300 350
Abundance #83023: Hexadecane
57
R REE s
15.40 15.60 15.80 16.00
5000 85 m/z 85.05 49.03%
29
\‘ wt J\ ' 1 A‘ 1:!-3 | 141 I 169 197 226
— ==ttt
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane I B AL R S B
57 15.40 15.60 15.80 16.00
m/z 55.00 23.47%
85
5000
29 113
BN | ML 169 107 225 253 296
I i e e e e e e e LA A e e e e LA I R REE s
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112778.D

Acq On : 28 Feb 2019 23:05

Operator : JU/SJ

Sample - K1650-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
Quant Title : 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]
unknown6.51 6.51 62.5 ng 3444110 1 6.75 1102470 20.0
n-Hexadecanoic acid 11.79 6.0 ng 345836 4 11.24 1153040 20.0
Octadecanoic acid 12.57 2.3 ng 139154 5 13.87 1190230 20.0
Phenol, 4,4"-(1-m... 12.71 2.3 ng 133984 5 13.87 1190230 20.0
Heptadecyl heptaf... 13.73 3.4 ng 203230 5 13.87 1190230 20.0
Tetratetracontane 14_36 2.5 ng 150378 5 13.87 1190230 20.0
Hexacosane 14.98 3.8 ng 240973 6 15.28 1276290 20.0
Octacosane 15.33 3.8 ng 241885 6 15.28 1276290 20.0
Eicosane 15.74 3.2 ng 206532 6 15.28 1276290 20.0
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