LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 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-BF060517 .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 1.602 8 11 46 rvB 841175 1784691 52.96% 5.693%
2 4.637 522 527 552 rBV 94279 302545 8.98% 0.965%
3 5.301 635 640 671 rBVY 1957992 3265773 96.92% 10.418%
4 6.960 916 922 933 rBV 1847369 3015245 89.48% 9.619%
5 7.060 933 939 953 rVvB 2203129 3273046 97.13% 10.441%
6 7.395 992 996 1009 rBV 439168 580242 17.22% 1.851%
7 7.637 1031 1037 1055 rBV 1896558 2550078 75.68% 8.135%
8 8.313 1146 1152 1172 rBV 1257808 1984961 58.91% 6.332%
9 9.425 1337 1341 1354 rBV 657298 844666 25.07% 2.695%
10 11.213 1637 1645 1660 rVB 2479976 3369603 100.00% 10.750%

11 11.901 1756 1762 1769 rBV 630304 735938 21.84% 2.348%
12 12.248 1814 1821 1826 rBV2 764690 949800 28.19% 3.030%

13 12.295 1826 1829 1834 rVB 65463 76750 2.28% 0.245%
14 13.107 1961 1967 1972 rBV 73592 95364 2.83% 0.304%
15 13.466 2019 2028 2032 rBV2 24900 50959 1.51% 0.163%

16 13.548 2036 2042 2049 rVV 1352956 1918084 56.92% 6.119%
17 13.877 2094 2098 2108 rBV 96930 148621 4.41% 0.474%
18 14.607 2217 2222 2224 rBV 89261 108169 3.21% 0.345%
19 14.642 2224 2228 2241 rVB 688219 880405 26.13% 2.809%

20 15.289 2333 2338 2342 rBvV 70406 83971 2.49% 0.268%
21 15.442 2360 2364 2369 rVB 33605 37868 1.12% 0.121%
22 15.660 2394 2401 2409 rBV 137788 193469 5.74% 0.617%
23 15.889 2436 2440 2447 rBV 49330 63012 1.87% 0.201%
24 16.412 2524 2529 2531 rBV 79553 88154 2.62% 0.281%
25 16.442 2531 2534 2537 rVB 93274 86062 2.55% 0.275%
26 16.759 2584 2588 2594 rBV2 37915 60736 1.80% 0.194%

27 17.018 2625 2632 2635 rBV 2109541 2710355 80.44% 8.646%
28 18.265 2840 2844 2854 rBV 105229 159570 4.74% 0.509%
29 18.354 2854 2859 2869 rVB 457860 551884 16.38% 1.761%
30 18.595 2893 2900 2903 rBV2 32870 41868 1.24% 0.134%

31 19.395 3031 3036 3046 rBvV 645525 780984 23.18% 2.491%
32 20.018 3138 3142 3150 rBV 437401 553694 16.43% 1.766%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 31346567
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF060517\

BF095687 .D

5 Jun 2017 22:41

SJ/MA

13438-11

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.64 10.43 ng 302545 1,4-Dichlorobenzene-d4 7.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 528 (4.643 min): BF095687.D (-522) (-) m/z 43.00 100.00%
a3
59
5000
101 U LU S R R
| 83 | 440 4.60 4.80 5.00
o N | UMY | .- N N m/z 59.10 56.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U S L R
440 4.60 4.80 5.00
59 m/z 101.10 21.89%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 480 5.00
5000 m/z 58.10 15.05%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI B L L BB L B
59 440 4.60 4.80 5.00
m/z 41.00 10.36%
5000 31 43 73 [\\\
0 25L\ 37\“H 53|, 67 84 101 .
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 unknown7.06 Concentration Rank 1

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

7.06 112.82 ng 3273050 1,4-Dichlorobenzene-d4 7.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 939 (7.060 min): BF095687.D (-933) (-) m/z 132.00 100.00%
32
5000 68
40 6 ‘ 680 7.00 7.0 7.40
54 75 104 : . . .
1 il A W1 A WA S | N m/z 68.05 37.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UERBE RS UL LR UL
6.80 7.00 7.20 7.40
2 78 m/z 134.00 33.25%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.0 7.40
5000 67 m/z 66.00 22.62%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole A e R Raa
132 6.80 7.00 7.20 7.40
m/z 69.05 14 .14%
5000
104
o 14 27 37 4451 58 % T 8597 | 115
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.11 2.01 ng 95364 Acenaphthene-d10 12.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tridecane 184 C13H28 000629-50-5 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 1968 (13.113 min): BF095687.D (-1961) (-) m/z 57.05 100.00%
g7
43
>0 L/«Awu\,/\\/\ﬁ

9 113127141 174 12:80 13.00 13.20 13.40
04

m/z 43.10 72.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #83025: Hexadecane
71

5000 LA L L L L L LB LB |
a5 12.80 13.00 13.20 13.40
29 m/z 71.10 57.92%
0 ‘ ‘ Ly “ 99113127141155169183197 226
e N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 7
= 12.80 13.00 13.20 13.40
5000 m/z 85.10 43.66%
85
29
15 99 113127141155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane

12.80 13.00 13.20 13.40
m/z 41.05 30.17%

5000

99

113127141155169183197
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.88 3.38 ng 148621 Phenanthrene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 78
5 Tritetracontane 605 C43H88 007098-21-7 78
Abundance Scan 2098 (13.877 min): BF095687.D (-2094) (-) m/z 57.05 100.00%
57
e i \/Aa«/xmuwx,ﬂ\“WA,,vfwbym
127 1o 13.60 13.80 14.00 14.20
ol by > m/z 43.10 68.94%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 L B S BN SUL
g5 13.60 13.80 14.00 14.20
29 m/z 71.05 63.79%
ol k |4 J 113 141 169 197 226
m/z--> 50 160 150 200 250 300 350
Abundance
57
13.60 13.80 14.00 14.20
5000 85 m/z 85.05 46.47%
29
0 113 141 169 198
m/z--> " 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57 13.60 13.80 14.00 14.20
m/z 41.10 30.57%
5000
85
0 ?9 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1&'30 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.66 4.40 ng 193469 Phenanthrene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2401 (15.660 min): BF095687.D (-2394) (-) m/z 73.00 100.00%
43 g0 718
5000 129
' 15.40 15.60 15.80 16.00
o} m/z 43.05 87.05%
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 LI BB BRI UL B
mmmmmmmm
m/z 60.00 84.26%
O
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073 .
15.'40 15.I60 15.|80 16.|00
5000 - m/z 57.05 77.07%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L B
60 73 15.40 15.60 15.80 16.00
43 m/z 55.00 65.23%
5000 129
; 185 228
01115 143 127171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1?
m/z--> 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\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 2-Chloroethyl linoleate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.41 2.00 ng 88154 Phenanthrene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 91
2 Bicyclo[2.2_.2]octane, 2-methyl- 124 C9H16 000766-53-0 83
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 76
4 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 74
5 5-Undecyne 152 C11H20 002294-72-6 64

Abundance Scan 2529 (16.412 min): BF095687.D (-2524) (-) m/z 66.95 100.00%

67

5000

3

16.00 16.20 16.40 16.60 16.80
m/z 81.10 85.10%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethyl linoleate
67

f%

5000
16.00 16.20 16.40 16.60 16.80

m/z 95.10 57 .59%

0<
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
67 95
124 LN SRR SR I
16.00 16.20 16.40 16.60 16.80
5000l 41 m/z 55.10 54.65%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- A EA R e
4 16.00 16.20 16.40 16.60 16.80

m/z 82.10 44 _41%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.76 2.20 ng 60736 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 50
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
3 Tridecanoic acid 214 C13H2602 000638-53-9 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43
Abundance Scan 2588 (16.759 min): BF095687.D (-2584) (-) m/z 73.00 100.00%
57 73
202
5000
16.40 16.60 16.80 17.00
ol . m/z 43.10 92.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
57 73
5000 129 AU SUULRE
16.40 16.60 16.80 17.00
m/z 57.00 87.69%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
16.|40 16.I60 16.|80 17.'00 '
5000 129 m/z 60.00 79.97%
8 g7 115 213 256
157 1 5
. 1437285 100 s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid  REas ,A. ] i NN
73 16.40 16.60 16.80 17.00
43 m/z 55.05 77.14%
5
129
5000 -
143157 214
0! T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16M0 1&%0 1&80 1150 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 10 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.27 5.78 ng 159570 Chrysene-di12 18.35
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 95

Abundance Scan 2845 (18.271 min): BF095687.D (-2840) (-) m/z 57.05 100.00%

7 97

5000

:

18.00 18.20 18.40 18.60
m/z 97.05  95.44%

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
57 83

5

5000 LA L L L L L L LB
18.00 18.20 18.40 18.60
m/z 83.10 95.23%
29
ok il 167 195 222 250 280 308 336
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
o A
18.00 18.20 18.40 18.60
5000 11 m/z 55.05 92.47%
29 139

167 196 224 252 280 308

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol B e B
55 83 18.00 18.20 18.40 18.60
m/z 43.00 78.64%
5000
29
ol \ 167 196 238 266 294
Asaanseaaesieate s B R AT S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.39 28.21 ng 780984 Perylene-di12 20.02
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 53
3 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 38
4 N,N-Dimethyl cyanoacetamide 112 C5H8N20 007391-40-4 27
5 2,7-Dioxatricyclo[4.4.0.0(3,8)]d... 155 C8H13NO2 040076-28-6 27

Abundance Scan 3035 (19.389 min): BF095687.D (-3031) (-) m/z 59.00 100.00%

5o

5000

—_—

19.00 19.20 19.40 19.60 19.80
m/z 72.10 72.44%

140 168 198 221 249 277294 320337

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59

?

5000 41 LA ILL B L B L L L LB L LB
19. 00 19. 20 19. 40 19. 60 19. 80
81 m/z 55.05 51.10%
o8 9% 126 154 184 221233 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
s e AR
19.00 19.20 19.40 19.60 19.80
5000 m/z 43.10 32.90%
41
227
ol 18 79, 97 128 149166184 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #7815: Pentanamide, 4-methyl- T T
59 19.00 19.20 19.40 19.60 19.80
m/z 41.05 32.21%
5000
100
0 15 A |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19. 00 19. 20 19. 40 19. 60 19. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095687.D

Acq On : 5 Jun 2017 22:41

Operator : SJ/MA

Sample - 13438-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.64 10.4 ng 302545 1 7.40 580242 20.0
unknown7 .06 7.06 112.8 ng 3273050 1 7.40 580242 20.0
Hexadecane 13.11 2.0 ng 95364 3 12.25 949800 20.0
Tetradecane 13.88 3.4 ng 148621 4 14.64 880405 20.0
n-Hexadecanoic acid 15.66 4.4 ng 193469 4 14.64 880405 20.0
2-Chloroethyl lin... 16.41 2.0 ng 88154 4 14.64 880405 20.0
Octadecanoic acid 16.76 2.2 ng 60736 5 18.35 551884 20.0
n-Tetracosanol-1 18.27 5.8 ng 159570 5 18.35 551884 20.0
9-Octadecenamide, ... 19.39 28.2 ng 780984 6 20.02 553694 20.0
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