LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

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:\HPCHEM1I\BNA F\METHODS\8270-BF072517.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 4.628 461 466 478 rBV 551849 783188 29.23% 3.447%
2 5.087 540 544 562 rBVY 2338601 2536920 94.69% 11.166%
3 6.151 720 725 739 rBVY 2584672 2679176 100.00% 11.792%
4 6.257 739 743 747 rBVY 2330574 2356803 87.97% 10.373%
5 6.486 778 782 792 rBV 880325 748123 27 .92% 3.293%
6 6.645 804 809 812 rBVY 1953963 1939415 72.39% 8.536%
7 7.057 874 879 882 rBVY 1937316 1782394 66.53% 7 .845%
8 7.769 996 1000 1008 rBY 1173775 968977 36.17% 4 .265%
9 8.845 1179 1183 1187 rBvV 2199971 2073175 77 .38% 9.125%
10 9.245 1248 1251 1257 rBV 505750 394833 14.74% 1.738%
11 9.516 1293 1297 1301 rBV 958337 851495 31.78% 3.748%
12 9.969 1371 1374 1377 rVB 43644 33960 1.27% 0.149%
13 10.186 1404 1411 1414 rBvV2 18301 27086 1.01% 0.119%
14 10.298 1427 1430 1438 rBV 1046956 939981 35.08% 4_.137%
15 10.439 1451 1454 1461 rBvV 67355 76808 2.87% 0.338%
16 10.886 1525 1530 1532 rBvV 40207 38894 1.45% 0.171%
17 10.986 1543 1547 1550 rBvV 715618 626213 23.37% 2.756%
18 11.010 1550 1551 1555 rVB 103876 63225 2.36% 0.278%
19 11.539 1639 1641 1649 rBvV2 67595 72310 2.70% 0.318%

20 12.192 1749 1752 1755 rBV 120793 103625 3.87% 0.456%

21 12.416 1786 1790 1797 rBV 166512 150776 5.63% 0.664%
22 12.568 1812 1816 1820 rBV 1387227 1243162 46.40% 5.472%
23 13.480 1967 1971 1977 rBV2 96733 123205 4._.60% 0.542%
24 13.610 1988 1993 1996 rBV 657577 625197 23.34% 2.752%

25 13.633 1996 1997 2003 rVB 44568 40615 1.52% 0.179%
26 14.374 2120 2123 2126 rBV3 24261 29521 1.10% 0.130%
27 14.604 2158 2162 2169 rVB 64048 107179 4._00% 0.472%
28 14.692 2173 2177 2183 rBV2 35324 49064 1.83% 0.216%
29 14.857 2202 2205 2207 rBV 29340 30291 1.13% 0.133%
30 14.909 2211 2214 2218 rVB 42189 45927 1.71% 0.202%
31 14.957 2218 2222 2227 rBV 413540 486557 18.16% 2.142%
32 15.004 2228 2230 2234 rVB 54351 56900 2.12% 0.250%
33 15.362 2287 2291 2296 rVB 61814 78394 2.93% 0.345%

34 15.774 2357 2361 2367 rVB 82109 125832 4._.70% 0.554%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.186 2426 2431 2433 rBV3 23477 38020 1.42% 0.167%

36 16.251 2437 2442 2449 rVB 73174 139933 5.22% 0.616%
37 16.809 2532 2537 2544 rVB 73761 143983 5.37% 0.634%
38 17.474 2646 2650 2661 rVB4 43467 108389 4._05% 0.477%

Sum of corrected areas: 22719546
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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:\HPCHEM1\BNA F\DATA\BF072817\
: BF097170.D

: 28 Jul 2017 22:50

: SJ/JU

: 14456-03

- 14 Sample Multiplier: 1

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

> Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.63 20.94 ng 783188 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 466 (4.628 min): BF097170.D (-461) (-) m/z 43.00 100.00%
43.0
5000 59.0
| o1 s 1%1 420 440 460 4.80 5.00
N m/z 59.00 51.75%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R R UL A
59.0 420 440 460 480 500
0
150 a0 1010 m/z 101.10 13.93%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 480 500
5000 m/z 58.00 13.35%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0 420 4.40 4.60 4.80 5.00
m/z 40.95 8.54%
5000
410 101.0
15.0 ‘%0 1500, 690 830
m/z--> 10 20 30 4'0 50 60 7'0 8|0 9 100 110 420 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 2 unknown6.26 Concentration Rank 1

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

6.26 63.01 ng 2356800 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 743 (6.257 min): BF097170.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 o1 Tebo 620 640 k0
: e B m/z 68.10 42 _.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U S UL I
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 32.23%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
600 620 640 6.60
5000 m/z 66.00 27 .83%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e R RS
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.05 16.62%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.45 ng 76808 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 1454 (10.439 min): BF097170.D (-1451) (-) m/z 57.10 100.00%

51.1

5000

10.20 10.40 10.60 10.80
m/z 43.10  75.94%

39 113.1

141.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71394: Pentadecane
57.0
5000 ||||||||||||||||||||
85.0 10.20 10.40 10.60 10.80
29.0 m/z 71.05 45 .99%
...,.‘.\..‘,w...\.,..w..,....w,.l.l?.?...1.41.9..,1?.8.9 220
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 41.05 33.22%
85.0
29.0
113.0 1410 169.0 197.0 226.0
I LA e e e o e S S BN EmmE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane R e B
57.0 10.20 10.40 10.60 10.80
m/z 85.05 31.70%
5000 85.0
29.0
“ | | 1130 140 1690 1980

m/z--> 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.54 2.31 ng 72310 Phenanthrene-d10 10.99
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Undecanoic acid 186 C11H2202 000112-37-8 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86
Abundance Scan 1641 (11.539 min): BF097170.D (-1639) (-) m/z 43.00 100.00%

430 1 730
5000
129.1
LA DR BN S

LJM 97.1 1711 213.2 2562 11.20 11.40 11.60 11.80

- m/z 60.00 93.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

D
o
o

5000 129.0
83.0 11.20 11.40 11.60 11.80
‘ - 60 | Mz 73.00 81.50%
il

157.0 1850 213.0

4
il ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.20 11.40 11.60 11.80
5000 129.0 m/z 41.05 75.72%
97.0 199.0
157.0 242.0
15.0 177.0 2230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 | e Mo,
Abundance #72648: Tridecanoic acid R e A BAEE mama
73.0 11.20 11.40 11.60 11.80
m/z 57.00 T4.47%
43.0
5000
129.0
‘ 1710 2140
190) g W g L L el )
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 3-Chloropropionic acid, hep... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.48 3.94 ng 123205 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 Cvclohexadecane 224 C16H32 000295-65-8 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1971 (13.480 min): BF097170.D (-1967) (-) m/z 57.05 100.00%
51.0
83.0
5000
111.1
| - - 132 1940 1360 1380
e : m/z 55.05 87.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester
57.0 83.0
5000 LRI B UL LN B
13.20 13.40 13.60 13.80
29.0 m/z 43.05 83.96%
JJ\H‘ 1390 1670 2100 238.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0 83.0
13.20 13.40 13.60 13.80
5000 111.0 m/z 83.05 60.50%
29.0
139.0 168.0 210.0 238.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81246: Cyclohexadecane e B e B
53.0 8§30 13.20 13.40 13.60 13.80
m/z 69.00 58.30%
5000
29.0
139.0 1670 196.0 224.0 WJ\LW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 '13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14 .69 2.02 ng 49064 Perylene-d12 14 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 42
2 Heptadecane 240 C17H36 000629-78-7 35
3 Nonadecane 268 C19H40 000629-92-5 27
4 3-Ethyl-3-methvlheptane 142 C10H22 017302-01-1 27
5 Heneicosane 296 C21H44 000629-94-7 27

Abundance Scan 2177 (14.692 min): BF097170.D (-2173) (-) m/z 57.00 100.00%

57.0

5000

281.1 14.40 14.60 14.80 15.00
m/z 43.00 69.81%

169.1

207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57.0

5000 R R RE e
14.40 14.60 14.80 15.00

29.0 8.0 m/z 71.10 55.40%
J‘ \Hw ,113.0 141.0 169.0 197.0 226.0

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

57.0

14.40 14.60 14.80 15.00

m/z 252.10 42 .66%
5000 85.0 z 0

29.0
1130 141.0 169.0 1960 240.0

ﬁmwwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane
57.0 14.40 14.60 14.80 15.00
m/z 85.10 42 .64%

5000 85.0

MH“Wommlwomonm 268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 8 Pentacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.36 3.22 ng 78394 Perylene-d12 14 .96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane 394 C28H58 000630-02-4 86
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 86
4 Triacontane 422 C30H62 000638-68-6 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 2291 (15.362 min): BF097170.D (-2287) (-) m/z 57.05 100.00%
57.0
5000
155 1 195 2 15.00 15.20 15.40 15.60
— |,|| -'l “ dploiln ezl 2610 "m/z 43.05 59.59%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 L AL DAL BRI B B
mmmmmmmm
99.0 m/z 71.10 45 _.30%
27.0) | | | d | 1410 1830 2250 267.0 3090.0 352.0
m/z--> 55 100 1%0 260 250 300 3éo
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 39.26%
99.0
27.0 141. 0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #105891: Heptadecane, 3-methyl- R BREEE o
57.0 15.00 15.20 15.40 15.60
m/z 41.10 17.45%
5000
99.0 225.0
270 | ) | ) 19 ass0 | 2s40
m/z--> 50 160 150 260 2éo 360 3éo ' 1500 1520 1540 1§60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.77 5.17 ng 125832 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexacosane 366 C26H54 000630-01-3 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 2360 (15.768 min): BF097170.D (-2357) (-) m/z 57.05 100.00%
57.0
5000

Jll&l 15.40 15.60 15.80 16.00
169.1 : : : :
by At 0 801 m/z 71.10 55.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

57.0

5000 R AR AR
13.0

15.40 15,60 15.80 16.00

m/z 43.05 55.13%
h 1] [ 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
.”.,.” T T T T T T T T T

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

57.0

15.40 15.60 15.80 16.00
5000 m/z 85.10 43 .97%

113.0
169.0 2250 2950 3660

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane L BT o e
57.0 15.40 15.60 15.80 16.00

m/z 41.00 18.47%

5000

130
,169.0 225, 0 309 0 365.0 436.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Eicosane Concentration Rank 5

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

16.25 5.75 ng 139933 Perylene-d12 14 .96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosane 282 C20H42 000112-95-8 91

2 Hentriacontane 437 C31H64 000630-04-6 90

3 Hexacosane 366 C26H54 000630-01-3 87

4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86

5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2442 (16.251 min): BF097170.D (-2437) (-) m/z 57.05 100.00%

57.0
5000
99.1 R N SN SRR B

1410 18310151 2822 16.00 16.20 16.40 16.60
i ..J| Lol osaetet | esee e m/z 71.10 56.53%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LA B L L L L LB

16.00 16.20 16.40 16.60

99.0 m/z 43.10 53.30%
| WH‘J J 1410 1830 2250 282.0

miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
s
16.00 16.20 16.40 16.60
5000 m/z 85.10 35.23%
99.0
141.0 1830 225.0 2670 300.0 351.0 393.0 436.0
e T e
miz--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane L R R L R

57.0 16.00 16.20 16.40 16.60
m/z 55.00 19.98%
5000
99.0
CL b)) 1410 1830 2250 267.0 300.0 3660
st B o N, e
miz--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60

8270-BF072517 .M Mon Jul 31 17:04:54 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 Hentriacontane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.81 5.92 ng 143983 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 2537 (16.809 min): BF097170.D (-2532) (-) m/z 57.10 100.00%
57.1
5000 V\M//\V“NJ
J [ Jgg 0 16,40 16,60 16.80 17.00 17.20
155.2 211.1 . : : : : :
b L R, A oo Ch/z 71.10  48.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 AR SRR DA DU B
16 40 16. 60 16. 80 17. oo 17. 20
m/z 43.10 47 .25%
aay ‘\d 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance
57.0
16,40 16,60 16.80 17.00 17.20
5000 m/z 85.05 32.10%
99.0
15.0 141.0 183.0 225.0 2670 309.0 380.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #194494: Hexacosane [TT T T[T T[T T [ TT T[T
57.0 16.40 16.60 16.80 17.00 17.20
m/z 55.00 24 .39Y%
= wwww
99.0
L | ) ) 1420 1830 2250 2670 3090 3660
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4c')o ! 16 40 16. 60 16. 80 17. oo 17. 20

8270-BF072517 .M Mon Jul 31 17:04:54 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097170.D

Aca On 28 Jul 2017 22:50

Operator : SJ/JU

Sample = 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 12 Undecane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.47 4.46 ng 108389 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 59
2 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 59
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 59
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 59
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 59

Abundance Scan 2649 (17.468 min): BF097170.D (-2646) (-) m/z 57.05 100.00%

57.0
5000 85.0

169.1 207.1237.1 2810 355.2 17.20 17.40 17.60 17.80
m/z 43.10 54 _89%

127.0

m/z--> 50 100 150 200 250 300 350
Abundance #38327: Undecane, 3-methyl-
57.0
5000 LA L L L L L L
85.0 17.20 17.40 17.60 17.80
29.0 m/z 71.10 54 _.43%
‘ 141.0
A Wbyl | 00
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R B E e e
17.20 17.40 17.60 17.80
5000 m/z 85.00 46 .86%
29.0 85.0
112.0 154.0
— e
m/z--> 50 100 150 200 250 300 350
Abundance #48853: Dodecane, 3-methyl- AR EEEEE RS
57.0 17.20 17.40 17.60 17.80
m/z 55.10 25.04%
5000
85.0
29.0
155.0
[ ‘ 1130 %1840
Attt R B E e e
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072817\
Data File : BF097170.D

Acq On 28 Jul 2017 22:50

Operator : SJ/JU

Sample - 14456-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4.63 20.9 ng 783188 1 6.49 748123 20.0
unknown6 .26 6.26 63.0 ng 2356800 1 6.49 748123 20.0
Pentadecane 10.44 2.5 ng 76808 4 10.99 626213 20.0
n-Hexadecanoic acid 11.54 2.3 ng 72310 4 10.99 626213 20.0
3-Chloropropionic... 13.48 3.9 ng 123205 5 13.61 625197 20.0
Hexadecane 14.69 2.0 ng 49064 6 14.96 486557 20.0
Pentacosane 15.36 3.2 ng 78394 6 14.96 486557 20.0
Tetratetracontane 15.77 5.2 ng 125832 6 14.96 486557 20.0
Eicosane 16.25 5.8 ng 139933 6 14.96 486557 20.0
Hentriacontane 16.81 5.9 ng 143983 6 14.96 486557 20.0
Undecane, 3-methyl- 17.47 4.5 ng 108389 6 14.96 486557 20.0
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