LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ F\DATA\BF021518\

Data File : BF103018.D

Acq On : 15 Feb 2018 15:33 Instrument :
Operator : SJ/JU BNA_F

Sample - J1539-10 ClientSampleld :
Misc : 4-15-TRENCH-1-SW@5
ALS Vial : 10 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-BF020318_.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 2.163 7 13 23 rVB 1005459 1312532 26.88% 2.778%
2 5.116 512 515 525 rVB 132093 185372 3.80% 0.392%
3 5.498 575 580 583 rBV 4394386 4883245 100.00% 10.335%
4 6.510 746 752 764 rVB 4185857 4873829 99.81% 10.315%
5 6.645 770 775 779 rBV 4301200 4796486 98.22% 10.151%
6 6.875 810 814 818 rBV 1326403 1056776 21.64% 2.237%
7 7.033 836 841 844 rBV 3834363 3493866 71.55% 7.394%
8 7.439 905 910 913 rBV 3136411 3233581 66.22% 6.844%
9 7.516 920 923 936 rvVB 63599 93662 1.92% 0.198%
10 8.157 1028 1032 1046 rVB 1701660 1459051 29.88% 3.088%

11 9.233 1210 1215 1218 rBV 4561450 4389633 89.89% 9.290%
12 9.304 1224 1227 1230 rBV 91895 68587 1.40% 0.145%
13 9.622 1277 1281 1284 rBV 474621 398219 8.15% 0.843%
14 9.833 1313 1317 1321 rBV 235121 180961 3.71% 0.383%
15 9.910 1326 1330 1334 rBV 1625595 1552685 31.80% 3.286%

16 10.151 1369 1371 1376 rBV3 43975 51341 1.05% 0.109%
17 10.310 1395 1398 1400 rBV 70282 69147 1.42% 0.146%
18 10.333 1400 1402 1405 rVB 258168 186987 3.83% 0.396%
19 10.551 1434 1439 1442 rBV 70055 88535 1.81% 0.187%

20 10.704 1461 1465 1469 rBV 2798161 2980587 61.04% 6.308%

21 10.804 1479 1482 1491 rVB 209419 229182 4.69% 0.485%

22 10.957 1505 1508 1512 rVB 77703 73674 1.51% 0.156%
23 11.251 1555 1558 1561 rBV 123170 111382 2.28% 0.236%
24 11.280 1561 1563 1570 rVB 49853 61520 1.26% 0.130%
25 11.404 1580 1584 1587 rBV 1621944 1540909 31.56% 3.261%
26 11.433 1587 1589 1593 rVB3 50951 59782 1.22% 0.127%
27 11.680 1628 1631 1633 rBV 95588 68371 1.40% 0.145%
28 11.921 1669 1672 1679 rBV2 142500 146439 3.00% 0.310%
29 12.086 1698 1700 1704 rBVZ2 63803 58301 1.19% 0.123%

30 12.986 1848 1853 1857 rBV 3844585 4300446 88.07% 9.102%

31 13.180 1883 1886 1894 rVB2 63400 82633 1.69% 0.175%
32 13.862 1999 2002 2011 rBV 1084943 1170319 23.97% 2.477%
33 14.039 2028 2032 2036 rBV 1463978 1442798 29.55% 3.054%
34 14.498 2106 2110 2117 rBV 185583 237022 4._.85% 0.502%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.786 2155 2159 2165 rBV 563310 626858 12.84% 1.327%

36 15.139 2216 2219 2221 rBV 44860 49692 1.02% 0.105%

37 15.168 2221 2224 2230 rVB3 47258 64412 1.32% 0.136%

38 15.521 2278 2284 2293 rBV 987731 1246498 25.53% 2.638%

39 15.968 2355 2360 2364 rBV 47788 67799 1.39% 0.143%

40 16.015 2364 2368 2376 rBvV 111977 204363 4.18% 0.433%

41 17.174 2562 2565 2571 rVB8 26666 52107 1.07% 0.110%
Sum of corrected areas: 47249589
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF021518\

BF103018.D

15 Feb 2018 15:33

SJ3/JU

J1539-10 4-15-TRENCH-1-SW@5
10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000/%; 16

TIC: BF103018.D

5,50 65

6.55:

7.03

5.12

7.44

0

Time-->

5.00

™1
2.50

3.00

3.50

4.00

4.50

Abundance

4000000

3000000

2000000

1000000

8.16

TIC: BF103018.D
9({23

12.99

10.70

9.91 11.40

9.62

43 11.6811.922 09

10.33
@A30 10. 1%1 10,\. 55

Ot——
Time-->

13.00

12.00 12.50

10.00

9.50 10.50 11.00 11.50

13.50

Abundance

4000000

3000000

2000000

1000000

13.86

TIC: BF103018.D

14.04
15.52

14.79
14.50

i 156147 18602 17.17

Time-->

14.00

18.00 18.50

14.50 15.00 15.50 16.00 16.50 17.00 17.50

19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.16 24.84 ng 1312530 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 12 (2.157 min): BF103018.D (-7) (-) m/z 72.95 100.00%
3
5000 43 /\
55
87 N —
37| o7 81 2.20 2.30 2.40 2.50 2.60
o O P PRI .- S m/z 43.00 43.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RN IR IR UL U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95 32.29%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 23.86%
29
15 67 97
G S R A S RS AR RS RS NS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl- A BAAE R
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.35%
5000 55
43
27
o1 \usm‘\ I__67 )l 8 98 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 unknown5.12 Concentration Rank 6

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

5.12 3.51 ng 185372 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 40
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 516 (5.122 min): BF103018.D (-512) (-) m/z 43.00 100.00%
43
59
5000
1 o e 5k sk T
83 : : : :
0 ...,....,....,....',':...,??!Ii..‘??,....,.~...,...:,|....,. m/z 58.95 59_47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 L I UL L I
a 4.80 5.00 520 5.40
101 m/z 101.00 18.04%
29
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 5 m/z 58.00 16.93%
15 101
o 25 31 37 53 83
LU SR SR UL UL FULRLEL IR SO SR S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- s R AR
509 4.80 5.00 520 5.40
m/z 41.00 8.18%
5000
a1 101
SN Y N < PSRN, SN R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 unknown6.65 Concentration Rank 1

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

6.65 90.78 ng 4796490 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 776 (6.651 min): BF103018.D (-770) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTTT T T T T T T T T T
40 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
o N i 1 VA1 Ml - [ N m/z 68.00 38.22%
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 .
5000 IR AR R R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.45%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 25.69%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L L L L L B
132 6.40 6.60 6.80 7.00
m/z 68.95 14.62%
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 6.40 6.60 6.80 7.00

8270-BF020318.M Fri Feb 16 10:05:02 2018 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Hexadecane Concentration Rank 11

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

9.83 2.33 ng 180961 Acenaphthene-d10 9.91
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 Pentadecane 212 C15H32 000629-62-9 86
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72

Abundance Scan 1316 (9.827 min): BF103018.D (-1313) (-) m/z 57.00 100.00%
57
43
5000
99 113 9.60 9.80 10.00 10.20
0 126 140121 166 m/z 43.00 71.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57
5000 1 IR R N BB B
g5 9.60 9.80 10 00 10 20
29 m/z 71.00 50.60%
0 | ‘ L “ 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1é0 1éo 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 a5 m/z 41.10 32.30%
29
oL 15 99 113 127 141 155 169 198
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #71393: Pentadecane I EEh i a e R e
57 9.60 9.80 10.00 10.20
43 m/z 85.00 30.25%
71
5000 85
29 99
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 16.22 ng 1170320 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 Cyclotetradecane 196 C14H28 000295-17-0 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2002 (13.862 min): BF103018.D (-1999) (-) m/z 57.00 100.00%
o7
83
41
5000
—_—
139 13.60 13.80 14.00 14.20
Obrrerrrrrilh s 14 81196 224 m/z 55.00 93.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000 RN TR U IR
13.60 13.80 14.00 14.20
125 m/z 43.00 85 .44%
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
83 13.60 13.80 14.00 14,20
5000 m/z 83.00 76 .42%
111
0 26 126 153168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol T T
83 13.60 13.80 14.00 14.20

m/z 69.00 69.51%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.50 3.29 ng 237022 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 2110 (14.498 min): BF103018.D (-2106) (-) m/z 57.00 100.00%
g7
83
5000
111
U A B B B
139 167 397 14.20 14.40 14.60 14.80
- .I.'--.\.‘, l 4107189218 248 281 397 m/z 43.00 82.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 AR SR BN IR
14.20 14.40 14.60 14.80
29 125 m/z 55.00 76.44%
ol i H h i Jo4 16224 29 om0
m/z--> 50 150 200 250 300 350 400
Abundance
57
83 14.20 14.40 14.60 14.80
5000 m/z 83.00 68.95%
111
29
o 139 169 515238 pg3 434
mz-> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R REEEEEEE s e
57 14.20 14.40 14.60 14.80
97 m/z 69.00 60.56%
5000
29 125
0 ) A l ‘JL J\1§4 182 210 238 283 384
m/z--> 5'0 1(')0 150 2(')0 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 13-Docosenamide, (Z2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 10.06 ng 626858 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide, (Z2)- 281 C18H35NO 000301-02-0 90
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 46
5 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 43

Abundance Scan 2160 (14.792 min): BF103018.D (-2155) (-) m/z 58.95 100.00%

9

_?

5000
100 126 ¢, 14.40 14.60 14.80 15.00 15.20
184 240 320
o 210 A S0 "m/z 72.00  67.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59
41
5000

14.40 14.60 14.80 15.00 15.20
m/z 55.00 50.94%

L \\u »\zw..w N 184 193 omaa0  orros 32037
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
el
14.40 14.60 14.80 15.00 15.20
5000 a1 m/z 41.00 32.71%
81
o8 98 126 154 184 221238 264281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106564: Hexadecanamide A B IS
59 14.40 14.60 14.80 15.00 15.20
m/z 43.00 31.19%
5000
4 86 128 255
ol 17 g | % 111749 152170 194212 238
B . M o
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1440 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 Triacontyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.02 3.28 ng 204363 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 94
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 2369 (16.021 min): BF103018.D (-2364) (-) m/z 57.00 100.00%
ST
5000
R SUNILR SRR SR IR
167 210 251 283 15.80 16.00 16.20 16.40
Otk m/z 97.05 80.71%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate
43
97
69
5000 LR UL BN SULBURE I
15.80 16.00 16.20 16.40
125 m/z 43.00 78.56%
NECTE ﬂ ‘\MM“J‘ 181209 250278306334362 392420 462
m/z--> 0 50 150 200 250 300 350 400 450
Abundance
43
97 R SUNN SRR SR IR
6 15.80 16.00 16.20 16.40
5000 m/z 55.00 77 .89%
125
ol 15 153 181 209 236 264 292320 350378 423
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol N B B !
57 15.80 16.00 16.20 16.40
97 m/z 83.05 73.59%
5000
125
0 %9 ‘ ;l 153 181 200 236 264 292 322 364 392
m'z--> 0 55 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021518\
Data File : BF103018.D

Acq On : 15 Feb 2018 15:33

Operator : SJ/JU

Sample - J1539-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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]
Butane, 2-methoxy... 2.16 24.8 ng 1312530 1 6.87 1056780 20.0
unknown5.12 5.12 3.5 ng 185372 1 6.87 1056780 20.0
unknown6 .65 6.65 90.8 ng 4796490 1 6.87 1056780 20.0
Hexadecane 9.83 2.3 ng 180961 3 9.91 1552690 20.0
Trichloroacetic a... 13.86 16.2 ng 1170320 5 14.04 1442800 20.0
Trifluoroacetoxy ... 14.50 3.3 ng 237022 5 14.04 1442800 20.0
13-Docosenamide, ... 14.79 10.1 ng 626858 6 15.52 1246500 20.0
Triacontyl acetate 16.02 3.3 ng 204363 6 15.52 1246500 20.0
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