LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 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:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 5.107 535 539 564 rBvY 187526 516092 19.50% 2.635%
2 5.731 641 645 677 rBY 813278 1918910 72.51% 9.799%
3 7.301 908 912 929 rBV 1137778 1947504 73.59% 9.945%
4 7.425 929 933 949 rVvB 1501379 2325870 87.89% 11.877%
5 7.760 987 990 1001 rBV 428732 543345 20.53% 2.775%
6 8.001 1026 1031 1047 rBV 1189868 1523408 57.57% 7.779%
7 8.660 1139 1143 1171 rBV 762194 1261122 47.66% 6.440%
8 9.783 1329 1334 1354 rBVY 380019 643428 24.31% 3.286%
9 11.548 1629 1634 1667 rBV 1794740 2646247 100.00% 13.513%
10 12.254 1749 1754 1766 rBV 160811 260578 9.85% 1.331%
11 12.613 1810 1815 1828 rBV2 525250 814688 30.79%  4.160%
12 13.448 1953 1957 1963 rBV 30462 35179 1.33% 0.180%
13 13.907 2030 2035 2054 rBVY 702569 1196401 45.21% 6.110%
14 14.218 2083 2088 2091 rBV 34300 41239 1.56% 0.211%

15 15.018 2219 2224 2241 rVV 398713 616409 23.29% 3.148%

16 15.759 2346 2350 2357 rBV 111301 128876 4.87% 0.658%
17 15.971 2380 2386 2396 rBv4 36136 77178 2.92% 0.394%
18 16.718 2508 2513 2515 rBV 221162 218294 8.25% 1.115%
19 16.748 2515 2518 2522 rVV 321127 335429 12.68% 1.713%
20 16.877 2535 2540 2544 rBV 54967 56928 2.15% 0.291%

21 17.336 2613 2618 2629 rBV 1210337 1469260 55.52% 7.503%
22 18.583 2824 2830 2838 rBV6 25616 76909 2.91% 0.393%

23 18.689 2844 2848 2862 rBV 317241 458982 17.34% 2.344%
24 20.365 3129 3133 3142 rBvY 308393 470136 17.77% 2.401%

Sum of corrected areas: 19582412
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095283.D

1500000 742

7.3 8.00

1000000
5.73 8.66

500000 7.76

511

I
6.50 7.00 7.50 8.00 8.50 9.00

O o L e e e e e o e e B BN B L s e s o o 7

T T T T T T T N T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: BF095283.D
11155

1500000

1000000

13.91

12.61

500000
15.02
9.78 16"

16 7
12.25 15.76
13.45 14.22 A 15.97

0 L e e e e T L s e e o e e o e L e o e o e I e s e o e o e B IS s

]
Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095283.D

1500000

17.34

1000000

500000
18.69 20.36

6.88 18.
0 e I e e e T e e e e e e B e e e

Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 19.00 ng 516092 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 539 (5.107 min): BF095283.D (-535) (-) m/z 43.00 100.00%

43
59
5000
101

4.80 500 520 540
83
et e ol e Tm/z 59.10 58.21%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

4.80 5.00 5.20 5.40

59 m/z 101.10 23.76%
101
21 37 53 ‘ 67 77 83 91
e L L s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
AR
57 4.80 500 520 5.40
5000 m/z 58.00 15.64%
29 101
15 37 51 73 83 95
e A /AL e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e AR Amamy
43 4.80 5.00 520 5.40

m/z 41.10 9.42%

5000 101
28 59
15 [
il ,5?‘ .78 | 95

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 2 unknown7.42 Concentration Rank 1

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

7.42 85.61 ng 2325870 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 932 (7.419 min): BF095283.D (-929) (-) m/z 132.00 100.00%
5000 68
0 s | % J 750 750 740 7ko 750
54 - - - - -
ey M g7y L W nJz 68.10  39.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R AL L
7.00 7.20 7.40 7.60 7.80
21 51 78 m/z 134.00 32.07%
L1 | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 700 7.20 7.40 7.60 7.80
5000 gg 116 m/z 66.00 23.40%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 7.00 7.20 7.40 7.60 7.80
m/z 69.05 15.22%
5000 67
41 97
53
‘ ‘ 29 ‘ 117
: |||“i“||“| \II\IM‘I\I\‘I\ |8|8|‘i I:I'IO?II‘\IIIHI —— ——r— ——r—

I | T
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.76 4.18 ng 128876 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
Abundance Scan 2350 (15.759 min): BF095283.D (-2346) (-) m/z 74.00 100.00%
7
5000
43
LT o 2 P o | EEEEEGEE
...,....,....',..'.. B e i L AN el m/z 87.00 72.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methy! ester
74
5000 LI BRI BN UL I
43 15.40 15.60 15.80 16.00
29 7 m/z 43.10 34.38%
15 ﬂ‘ | 88 115129™" 157171185199213227241 210
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 250 260
Abundance
74
15.40 15.60 15.80 16.00
5000 43 m/z 55.00 27.63%
29 57

97 111 1291%3157171185100213227041 270

wﬁwﬁw’mﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
74 15.40 15.60 15.80 16.00
m/z 41.10 23.14%

5000
43

29‘

143
il ;91115129 | 157171185199213227 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 Dodecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.50 ng 77178 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 64
2 Undecanoic acid 186 C11H2202 000112-37-8 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47
5 _alpha.-d-Riboside, 1-0-dodecyl- 318 C17H3405 1000154-76-8 43
Abundance Scan 2386 (15.971 min): BF095283.D (-2380) (-) m/z 73.00 100.00%

073

43 4
5000
‘ || | 115 | 157 171 1g5 213 15.60 15.80 16.00 16.20
L R R L Tm/z 43.10  86.49%
20 40 6

m/z--> 0 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 73
43
5000 129
85 157 15.60 15.80 16.00 16.20
29 101 115 m/z 60.00 82 .54%
21N hsd B
. .1.5, .‘. . .w. .“l“‘.‘l‘.‘. ,M. . :h‘,“. T - T u\ .1,8.3. R EmEE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
B e e e N
15.60 15.80 16.00 16.20
5000 43 m/z 57.00 67.10%
29 85 129 143
97 115 186
18 157 169
T T T T T T e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39472: n-Decanoic acid
60 78 15.60 15.80 16.00 16.20
a1 m/z 55.10 64 .44%
5000 29 129
115
101 143 172
A A S | P
m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 9,12-Octadecadienoic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.72  7.08ng 218204  Phenanthrene-di0 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
,12-Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
1,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 95

abrwNPE
= © oo

Abundance Scan 2513 (16.718 min): BF095283.D (-2508) (-) m/z 67.10 100.00%

67 g1
5000 4l

16 40 16. 60 16. 80 17. OO

S— 1r8192 220 m/z 81.10 84.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 TT T T T IIIIIIII T T

16.40 16.60 16.80 17.00
m/z 55.00 59.78%

123 149164178
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
81

41 T T PR R
05 16.40 16.60 16.80 17.00
5000 m/z 95.10 58.33%
109
123 150
26 164178 223 2635792%4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
4 67 16.40 16.60 16.80 17.00
81 m/z 41.05 50.86%
5000 95
109
123 294
‘ | 120164178197206220 537 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.75 10.88 ng 335429 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 95
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 83
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 81
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 70
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 70

Abundance Scan 2518 (16.748 min): BF095283.D (-2515) (-) m/z 55.05 100.00%

5000

16.40 16.60 16.80 17.00
m/z 69.10 75.64%

222
137152 180 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

5000
16.40 16.60 16.80 17.00

m/z 41.10 65 .54%

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

Abundance
55
69 16.40 16.60 16.80 17.00
5000 83 m/z 74.00 57 .39%
29
P 123 222 264
137152 180 57734 278 296
WWWWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129353: 9-Octadecenoic acid, (E)- R A manas B
5 16.40 16.60 16.80 17.00

69 g3 m/z 83.05 51.42%

5000

123 264

137151466180 207222936

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 8 Tridecanoic acid, 12-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.88 2.48 ng 56928 Chrysene-d12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
2 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 78
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 78
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 72
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 72
Abundance Scan 2541 (16.883 min): BF095283.D (-2535) (-) m/z 74.00 100.00%
74
5000 J\
43
B 149 - 560 1080 100 T30
97 185199
...,....,|....',.-.'|..,':..-.,.1.1.1.,.1.2?.,|.... S R (- m/z 87.00 74.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
N
5000 AR SRR NN RO
43 16.60 16.80 17.00 17.20
7 143 m/z 43.00 30.91%

‘ TM ) 101s129 157171185199213227241 270
T T T [ e [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74

16.60 16 80 17. 00 17.20

5000 m/z 55.05 29.13%
55 199
97 143
111 129 | 157777185 213 242
A B e R AN R amanaEs s LR E R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95862: Methy! tetradecanoate R T T T
74 16.60 16.80 17.00 17.20

m/z 57.00 28.42%

5000
5 242
5 29 199
il I \“8102115129 \ 157171185 28
IR RN 12~ L V£ S S T I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.58 3.35 ng 76909 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 l1-Hentetracontanol 593 C41H840 040710-42-7 86
3 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 80
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 72
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 72
Abundance Scan 2830 (18.583 min): BF095283.D (-2824) (-) m/z 57.05 100.00%
g7
97
5000
33 AL BN SRR SO U
18.20 18.40 18.60 18.80 19.00
— 207 m/z 43.05 94.05%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234186: 17-Pentatriacontene

57
97

18.20 18.40 18.60 18.80 19.00
m/z 55.00 91.34%

5000 L e

N

il Mu i ‘\h 151 223 267 306336 376406 447 490

RS R ARREEEEEs ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57

97 18.20 18.40 18.60 18.80 19.00
5000 m/z 97.10 70.50%

18
139 181 223 278 320 362 404 446 488518 572

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

Abundance #156543: Isobutyl tetradecy! carbonate R R ARA
57 18.20 18.40 18.60 18.80 19.00
m/z 83.05 69.43%
5000
97
27| g e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.20 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051917\
Data File : BF095283.D

Acq On : 20 May 2017 1:55

Operator : SJ/MA

Sample - 13202-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
2-Pentanone, 4-hy... 5.11 19.0 ng 516092 1 7.76 543345 20.0
unknown7 .42 7.42 85.6 ng 2325870 1 7.76 543345 20.0
Hexadecanoic acid... 15.76 4.2 ng 128876 4 15.02 616409 20.0
Dodecanoic acid 15.97 2.5 ng 77178 4 15.02 616409 20.0
9,12-Octadecadien... 16.72 7.1 ng 218294 4 15.02 616409 20.0
9-Octadecenoic ac... 16.75 10.9 ng 335429 4 15.02 616409 20.0
Tridecanoic acid,... 16.88 2.5 ng 56928 5 18.69 458982 20.0
17-Pentatriacontene 18.58 3.4 ng 76909 5 18.69 458982 20.0
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