LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 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-BF063016.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 1.861 22 24 33 rvB 34403 56819 1.98% 0.204%
2 1.998 33 36 40 rvB2 49052 73477 2.56% 0.264%
3 2.993 120 123 130 rBvV 21078 44510 1.55% 0.160%
4  4.959 292 295 301 rBVY 230441 318811 11.10% 1.145%
5 5.382 329 332 335 rBV 1853540 2396141 83.44% 8.602%
6 6.433 420 424 426 rVB 2368811 2871817 100.00% 10.310%
7 6.559 432 435 438 rBV 2425111 2391206 83.26% 8.584%
8 6.799 453 456 457 rBVY 535693 728489 25.37% 2.615%
9 6.947 467 469 471 rVB 1933385 1909317 66.48% 6.854%
10 7.359 502 505 507 rBV 1823415 1747333 60.84% 6.273%

11 8.079 565 568 570 rBV 1257980 1022295 35.60% 3.670%
12 9.153 660 662 665 rBVY 2366822 2791294 97.20% 10.021%
13 9.553 695 697 699 rBvV 170815 187649 6.53% 0.674%
14 9.691 707 709 711 rBV 74258 63811 2.22% 0.229%
15 9.828 719 721 723 rVB 1145318 981041 34.16% 3.522%

16 10.273 758 760 762 rVB 38398 29583 1.03% 0.106%
17 10.616 787 790 792 rBV 1456895 1490813 51.91% 5.352%
18 10.742 799 801 805 rvB 45594 57616 2.01% 0.207%
19 11.188 838 840 842 rBV 66885 65522 2.28% 0.235%
20 11.302 848 850 853 rBvV 744183 808359 28.15% 2.902%
21 11.382 854 857 858 rvB2 78046 82420 2.87% 0.296%
22 11.531 869 870 874 rvv2 35272 39076 1.36% 0.140%
23 11.851 895 898 899 rBvV 92150 116095 4.04% 0.417%
24 11.919 902 904 908 rvB2 21123 33314 1.16% 0.120%
25 12.114 918 921 925 rVB 22511 43806 1.53% 0.157%

26 12.514 953 956 958 rBV 391517 365823 12.74% 1.313%
27 12.628 965 966 968 rBV2 34219 37413 1.30% 0.134%
28 12.742 972 976 978 rBV 280682 368944 12.85% 1.325%
29 12.891 987 989 991 rBV 2088724 1934905 67.38% 6.946%

30 12.959 991 995 1001 rBv4 27779 49328 1.72% 0.177%
31 13.051 1001 1003 1006 rBV 30029 74112 2.58% 0.266%
32 13.131 1006 1010 1012 rBVZ2 41307 75581 2.63% 0.271%
33 13.165 1012 1013 1017 rBV2 36538 62389 2.17% 0.224%
34 13.268 1017 1022 1023 rBV2 26648 55078 1.92% 0.198%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 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-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.371 1029 1031 1035 rVB3 21200 39294 1.37% 0.141%
36 13.474 1038 1040 1043 rVB2 36498 41860 1.46% 0.150%
37 13.565 1046 1048 1051 rBV 65445 85452 2.98% 0.307%
38 13.679 1055 1058 1060 rBV 56265 98651 3.44% 0.354%
39 13.714 1060 1061 1062 rBV 37831 36201 1.26% 0.130%

40 13.794 1067 1068 1072 rVB2 165863 226180 7.88% 0.812%

41 13.931 1077 1080 1086 rBV2 850628 1295945 45.13% 4.652%

42 14.354 1115 1117 1119 rVB 62613 57661 2.01% 0.207%
43 14.434 1122 1124 1129 rVB3 66309 174447 6.07% 0.626%
44 14.697 1145 1147 1148 rBVY 74456 88046 3.07% 0.316%

45 14.937 1166 1168 1173 rBVY 297715 656323 22.85% 2.356%

46 15.040 1175 1177 1178 rVB 91549 96786 3.37% 0.347%
47 15.223 1190 1193 1196 rVB 170563 224300 7.81% 0.805%
48 15.280 1196 1198 1200 rBV 104345 167860 5.85% 0.603%
49 15.337 1200 1203 1209 rVB 485883 703077 24.48% 2.524%
50 15.794 1241 1243 1245 rBV 68508 112653 3.92% 0.404%

51 16.674 1317 1320 1329 rVB2 90093 265919 9.26% 0.955%
52 17.074 1353 1355 1361 rVB 57393 110418 3.84% 0.396%

Sum of corrected areas: 27855260

8270-BF063016.M Tue Jul 05 07:15:34 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088631.D
6.95
2000000 538 7 36

1500000

1000000

6.80
500000

4.96

1.88.00 2.99 L
O e S .- e =
7

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF088631.D
915

12.89
2000000

1500000 10.62
8.08
9.83

1000000
11.30

500000 12,51

12.74
9.55
I J N 9.69L 027|074 19LHA ez 4PRap 1 NJ{%}EAVL
Ot s

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088631.D

2000000

1500000

13.93

1000000

500000

O T T T T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Propane, 1,1-dimethoxy- Concentration Rank 12

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

2.00 2.02 ng 73477 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 Dodecane, 1,1-dimethoxy- 230 C14H3002 014620-52-1 9
4 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9
5 Ethanol, 2-(trimethylsilyl)- 118 C5H140Si 002916-68-9 9

Abundance Scan 36 (1.998 min): BF088631.D (-33) (-) m/z 75.10 100.00%
75
5000 45
| 57 |l o 180 200 220 240
R L L L A e o e m/z 73.10 74 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4789: Propane, 1,1-dimethoxy-
75
so00| 20 45 L L R L
1.80 2.00 2.20 2.40
m/z 45.10 41 _86%
o “ |57 87 103
m/z--> 20 Jo éo 86 100 120 140 160 180 200 220
Abundance
73
180 200 220 240
5000 m/z 41.10 31.98%
45
29
O'I""I"'??""I"'}?}"'I""I"" N S UL B
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #86143: Dodecane, 1,1-dimethoxy-
75 1.80 2.00 2.20 2.40
m/z 43.05 21.76%
5000
o7 4l 55 97 111 199
Oty oty e o= 129138 152 168 57 229
m/z--> 20 40 60 8 100 120 140 160 180 200 220 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 3

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

4.96 8.75 ng 318811 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 295 (4.959 min): BF088631.D (-292) (-) m/z 43.10 100.00%
a3
59
5000
i 5 4k b0 5k
83 : : : :
o...,....,....,....','::..?.1.~!~.|i...‘??....,.~...,....-,|....1,1.1...,....,....,...., m/z 59.10 59.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR A UL R B
59 460 480 500 520
m/z 101.10 21.68%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 m/z 58.10 16.27%
41
0 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59 460 4.80 5.00 5.20
m/z 41.10 9.51%
5000 41
68
0 150 . 126 147 A
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY AR N UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF063016.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.56 Concentration Rank 1

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

6.56 65.65 ng 2391210 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Cyclopropanamine, l-phenyl- 133 C9H11N 1000351-26-2 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 435 (6.559 min): BF088631.D (-432) (-) m/z 132.00 100.00%
5000 68
0 s % J o3 e 6k ek
7 . . . .
ol fer \sus m/z 68.10  48.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RN AR AR AR
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 32.36%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 m/z 66.10 30.96%
33 am . 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.65%
5000 g 1°
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 S | |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.87 ng 116095 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 898 (11.851 min): BF088631.D (-895) (-) m/z 73.00 100.00%
73
a3 %0
5000 129
213 e T
143157171185 o9 11.60 11.80 12.00 12.20
0 m/z 60.00 74 .12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L UL I N B
11. 60 11. 80 12. oo 12. 20
m/ 43.10 66 .95%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
"' 11/60 11.80 12.00 12.20
5000 129 m/z 57.10 60.61%
29 a7
115 | 143 199 242
101 185
. 15 157171 213726 /MWAAA\A\_\JMA\N\WAVJ\A_V$A
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid e RARREEE RS
43 60 78 11.60 11.80 12.00 12.20
m/z 55.05 57.76%
5000 - e
“ T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.49 ng 226180 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 1068 (13.794 min): BF088631.D (-1067) (-) m/z 57.10 100.00%
57
41
5000
LRI SRS BRI LR B
140 218 13.40 13.60 13.80 14.00 14.20
ol 59, 191 2 m/z 83.10  94.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 LRI SRS BRI LR B
13.40 13.60 13.80 14.00 14.20
125 m/z 43.10 90.28%
0 15 0 154 180196 224 9251 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.10 90.27%
29
0 139 467 196 224 252 280 308 J,N,f_,fv-JJPk"k'/A/¢MJM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol R Ra e e
13.40 13.60 13.80 14.00 14.20
m/z 69.10 83.86%
5000 ‘ﬁAM/\—“N/_~fA\“ﬁ~f/_fww,¥
o 167 196 222238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Docosyl pentafluoropropionate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.43 2.69 ng 174447 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosyl pentafluoropropionate 472 C25H45F502
2 17-Pentatriacontene 491 C35H70

3 Fumaric acid, hexadecyl 2-methyl... 394 C24H4204

4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402

5 1-Heneicosanol 312 C21H440

006971-40-0 83

002136-70-1 68
015594-90-8 62

1000351-80-9 83

1000330-55-5 74

Abundance Scan 1124 (14.434 min): BF088631.D (-1122) (-) m/z 57.10 100.00%
57
i W,[L“M
5000
283 327 14.20 14.40 14.60 14.80
ob—h il m/z 55.10 78.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57
5000 LIS I L L L L L L L L
14.20 14.40 14.60 14.80
125 m/z 43.10 70.77%
0 ZPJ “ M hh‘jhl$3181 224250 280308 353 454
T : —r R
m/z--> 50 250 300 350 400 450
Abundance
43
R e
14.20 14.40 14.60 14.80
5000 83 m/z 83.10 69.17%
111 kf/VAvwwﬂuﬁ\NmfANLwAN
o 139167 196224 267292 321 462 490
e L e B e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209468: Fumaric acid, hexadecyl 2-methylallyl ester R B B B
55 83 14.20 14.40 14.60 14.80
m/z 97.10 63.73%
5000 LNApfﬁ,ﬁjx/vnfﬁ\’dVJﬂJN\Afﬁwb
0 e
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 9-Octadecenamide, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.70 2.50 ng 88046 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 90
2 7-Nonenamide 155 C9H17NO 090949-53-4 49
3 Hexadecanamide 255 C16H33NO 000629-54-9 49
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 47
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 42

Abundance Scan 1147 (14.697 min): BF088631.D (-1145) (-) m/z 59.10 100.00%

5o

5000
326 357 14.40 14.60 14.80 15.00
0 m/z 72.10 68.16%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 L o o
14. 40 14 60 14. 80 15. OO
‘ m/z 55.10 44 _.61%
0 Ilf; “‘. \I\‘ \HH H \‘\H MM \H \ Il|54} Il|84} |2?0|23|8 i |2|81| ———
m/z--> 50 100 150 200 250 300 350
Abundance
59
R R e RS R
14.40 14.60 14.80 15.00
5000 m/z 41.10 32.68%
41
. 79 98 126 155
.77
m/z--> 50 100 150 200 250 300 350
Abundance #106565: Hexadecanamide R EEEER RS S
59 14.40 14.60 14.80 15.00
m/z 43.10 32.42%
5000
4 86 114
ol Iy o> 14 142 170 192212231 255
— = R R e RS R
m/z--> 50 100 150 200 250 300 350 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 12 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.79 3.20 ng 112653 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 1243 (15.794 min): BF088631.D (-1241) (-) m/z 57.10 100.00%
57
5000
113 15.40 15.60 15.80 16.00 16.20
141 169 222
ol " Al , 189 22 246209 301 M m/z 71.10 70.01%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AL B BN BRI B
15. 40 15. 60 15. 80 16 00 16 20
m/z 43.10 58.48%
29 ‘ 13 14
ol L LT TR 169 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 52.92%
29 113
o 141 169 197 205 253 296 ~—f\v‘~J«~_A~ApL\,AV,ﬁ~_~V\/\
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #83030: Tridecane, 6-propyl- R Ra e e
43 15.40 15.60 15.80 16.00 16.20
71 m/z 55.10 21.11%
5000
} 99 126 154 183
1) SN 0 S O Y AT N —
m/z--> 50 100 150 200 250 300 350 15. 40 15. 60 15. 80 16 00 16 20

8270-BF063016.-M Tue Jul 05 07:15:41 2016 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088631.D

Acq On 2 Jul 2016 22:01

Operator : UM/SJ

Sample - H3837-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 1,l1-dime... 2.00 2.0 ng 73477 1 6.80 728489 20.0
2-Pentanone, 4-hy... 4.96 8.8 ng 318811 1 6.80 728489 20.0
unknown6 .56 6.56 65.7 ng 2391210 1 6.80 728489 20.0
n-Hexadecanoic acid 11.85 2.9 ng 116095 4 11.30 808359 20.0
Trifluoroacetoxy ... 13.79 3.5 ng 226180 5 13.93 1295950 20.0
Docosyl pentafluo... 14.43 2.7 ng 174447 5 13.93 1295950 20.0
9-Octadecenamide,... 14.70 2.5 ng 88046 6 15.34 703077 20.0
Hexacosane 15.79 3.2 ng 112653 6 15.34 703077 20.0
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