LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 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-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 heiaht area % max. total
1 1.644 3 5 7 rvB 110878 149544 6.82% 0.866%
2 1.678 7 8 13 rVB 148883 183164 8.35% 1.061%
3 1.793 17 18 27 rVB 1118019 2192557 100.00% 12.697%
4 3.530 167 170 173 rVB 19580 31670 1.44% 0.183%
5 4.867 285 287 292 rBB 61267 91095 4.15% 0.528%
6 5.313 323 326 328 rBVY 1337309 1611470 73.50% 9.332%
7 6.353 414 417 420 rBY 1089590 1614758 73.65% 9.351%
8 6.479 426 428 431 rBV 1436615 1471416 67.11% 8.521%
9 6.707 446 448 450 rBV 338557 385385 17.58% 2.232%
10 6.867 460 462 465 rVB 1301506 1175316 53.60% 6.806%

11 7.279 495 498 500 rBV 1065355 991538 45.22% 5.742%
12 7.999 558 561 563 rBvV 618923 526105 24.00% 3.047%
13 9.073 653 655 658 rvB 1673835 1537153 70.11% 8.901%
14 9.473 688 690 692 rVB 188962 192572 8.78% 1.115%
15 9.748 711 714 716 rBV 534768 475225 21.67% 2.752%

16 10.193 749 753 754 rBV 29056 28705 1.31% 0.166%
17 10.525 780 782 785 rBvV2 633519 797686 36.38% 4.619%
18 10.662 792 794 798 rBV 34859 37671 1.72% 0.218%
19 11.108 831 833 835 rBvV 28241 26735 1.22% 0.155%
20 11.222 841 843 844 rBV 460524 392802 17.92% 2.275%
21 11.245 844 845 846 rvV 40061 27563 1.26% 0.160%
22 12.422 946 948 951 rVB 80116 65675 3.00% 0.380%
23 12.651 965 968 969 rBvV 71885 74424 3.39% 0.431%

24 12.685 969 971 977 rVB 125917 160139 7.30% 0.927%
25 12.799 979 981 984 rVB 959607 1141176 52.05% 6.608%

26 13.702 1058 1060 1064 rBVZ2 72728 125830 5.74% 0.729%
27 13.839 1069 1072 1078 rBV 405438 510135 23.27% 2.954%

28 14.034 1087 1089 1093 rBV3 17067 32416 1.48% 0.188%
29 14.354 1113 1117 1122 rBV 87228 172460 7.87% 0.999%
30 14.651 1139 1143 1145 rBV 46715 66611 3.04% 0.386%
31 14.754 1150 1152 1154 rBV 80613 83121 3.79% 0.481%
32 14.834 1157 1159 1163 rVB 47571 80184 3.66% 0.464%
33 14.960 1166 1170 1172 rBV2 90408 199443 9.10% 1.155%
34 15.108 1181 1183 1185 rVB 22765 30677 1.40% 0.178%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 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-BF063016.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.154 1185 1187 1190 rBV 26240 32361 1.48% 0.187%
36 15.211 1190 1192 1195 rBV 208913 316711 14.44% 1.834%
37 15.440 1210 1212 1214 rBV2 22464 29705 1.35% 0.172%
38 15.485 1214 1216 1219 rVB2 15543 24209 1.10% 0.140%
39 15.657 1228 1231 1233 rBV 36815 65380 2.98% 0.379%
40 15.691 1233 1234 1238 rVB3 22162 37906 1.73% 0.220%
41 16.343 1289 1291 1296 rVB5 24374 56022 2.56% 0.324%
42 16.617 1312 1315 1317 rBvV2 11779 23777 1.08% 0.138%

Sum of corrected areas: 17268492
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088918.D
1500000 6.48
5.31 6.87
1.79
6.35 7.28
1000000
500000
6.71
1163
353 4.87
0 L B o e o e e e B L e e e e e T LA e e e e e e e S —
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088918.D
9|07
1500000
1000000 12.80
8.00 10.52
9.75
500000 11.22
9.47
1019 |[10.66  11.11.24 125421]2;/?%}1
ot e e e ———
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: BF088918.D
1500000
1000000
500000 13.84
15.21
14.35
14.03 14°647% 16.34 16.62
o1 ——— ——— ——— ——— — ——— ———— 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\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4._.87 4.73 ng 91095 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 287 (4.867 min): BF088918.D (-285) (-) m/z 43.10 100.00%
43
59
5000
101 DS SRR SRR
| 83 4.60 4.80 5.00 5.20
o T 1 PRNESSV Y| (M N m/z 59.10 64.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L L UL
59 460 480 500 5.20
m/z 101.10 23.02%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
a1 460 4.80 500 520
5000 m/z 58.10 15.73%
86
51 69 101
e S S S SIS S I IULILS SULILLS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy-  E Emam aE L
50 4.60 4.80 5.00 5.20
31 m/z 41.10 9.90%
5000 41
73
0 1\5 ‘ | 147 53\‘ , ‘ 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.48 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.48 76.36 ng 1471420 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12

3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 N-(-3.4-Methvlenedioxvohenvlisop... 267 C17H17NO2 1000378-96-6 10

5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 428 (6.479 min): BF088918.D (-426) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 660 630
54 7 5 : : : :
ol e |sws m/z 68.10 46.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI L L L L L LB LN
6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.00 32.29%
0 ‘ b1 H Moy . !
L e o e e L LA o o o o e o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
e A e
6.20 6.40 6.60 6.80
5000 m/z 66.10 29.93%
33 44 o 105
o € 80 115
I I B B L o o o o o S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A B
57 132 6.20 6.40 6.60 6.80
- m/z 69.10 19.51%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Trifluoroacetic acid, penta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.93 ng 125830 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1060 (13.702 min): BF088918.D (-1058) (-) m/z 55.10 100.00%
55 83
5000 _,\A,A\NAJ\_—-/\\A/“*~A*/\“"'
111
139165 215 13.40 13.60 13.80 14.00
0 dedo 2 m/z 57.10 94.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
5000 111 T TTTT T T T T
13.40 13.60 13.80 14.00
29 m/z 83.10 91.27%
o 1 \H | | M0 182210 255 g0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 UL B SRR
13.40 13.60 13.80 14.00
5000 11 m/z 43.10 85.86%
29 139 189 210 255 406
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1 R RRmma B
55 83 13.40 13.60 13.80 14.00
m/z 69.10 81.41%
29
0 Jl \ | Jll?g 168 196 238 266
m/z--> 50 100 150 200 250 300 350 400 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl14.35 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .35 6.76 ng 172460 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 15
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 15
3 Triacontvl heptafluorobutvrate 634 C34H61F702 1000351-83-2 15
4 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 15
5 Octatriacontyl trifluoroacetate 647 CA40H77F302 1000351-88-7 15
Abundance Scan 1117 (14.354 min): BF088918.D (-1113) (-) m/z 97.10 100.00%
97
5
5000
3o 16 185 240 14.00 14.20 14.40 14.60
ok b b g e M/Zz 83.10  88.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57
97
5000 L DAL DU B B
mmmmmmmm
m/z 69.10 73.50%
0l-20 “ “i H“ ;81 222 264 306 348 301 432 504 549 650
miz--> 0 éo 100 150 200 250 300 350 400 450 560 séo 660 eéo
Abundance
57
o7 14.00 14.20 14.40 14.60
5000 m/z 57.10 63.79%
139

181 222 264 306 348 392 437 488

S35

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241861: Triacontyl heptafluorobutyrate I A B m
57 14.00 14.20 14.40 14.60
m/z 111.10 63.70%
97
5000
9
ol L 181 222 264 320 362 420 465 616
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 14. OO 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Heneicosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.65 4.21 ng 66611 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 83
2 Hexadecane-1.2-diol 258 C16H3402 006920-24-7 80
3 Silane. T(l1l1-chloroundecvDoxvlt... 278 C14H31CIOSi 026305-82-8 59
4 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 43
5 Cyclohexanecarboxylic acid, 4-pe... 338 C22H4202 1000280-60-1 27

Abundance Scan 1143 (14.651 min): BF088918.D (-1139) (-) m/z 97.10 100.00%

7

5000

14.40 14.60 14.80 15.00
m/z 83.10 94.88%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83

14.40 14.60 14,80 15.00
m/z 69.10 82.22%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 69 97
e RARREEE RS
227 14.40 14.60 14.80 15.00
5000 m/z 57.10 70.36%
125
o 27 153 180 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125668: Silane, [(11-chloroundecyl)oxy]trimethyl- e RARREEE RS
69 97 14.40 14.60 14.80 15.00
m/z 111.10 66.91%
5000
41
‘ 123
Ol T T e ....2,6.:.3.2.7,9...,. e AR Eammamea e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.75 5.25 ng 83121 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 86
5 Hexadecanal 240 C16H320 000629-80-1 74

Abundance Scan 1152 (14.754 min): BF088918.D (-1150) (-) m/z 57.10 100.00%

7
43 82

96

5000
138152 .o 192 211206 254268 14.40 14.60 14.80 15.00
0’ m/z 82.10  84.55%
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
43 57 82

96

5000

14.40 14.60 14.80 15.00
m/z 43.10 78.56%

29

124
13815216618019420g222

o 250 568
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 AU AR
57 14.40 14.60 14.80 15.00
5000{ 29 m/z 55.10 62.63%

110
24138
0 152166180194208222236250 268

WWTWWW#WW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- R e R B
2 14.40 14.60 14.80 15.00

9 m/z 96.10 59.52%

5000
110

152166180194208222236250264 282
B e e e N B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.96 12.59 ng 199443 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 68
2 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 55
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 50
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 49
Abundance Scan 1170 (14.960 min): BF088918.D (-1166) (-) m/z 97.10 100.00%

5000

-

14.60 14.80 15.00 15.20
m/z 83.10 96.61%

2 185199213227

0 253267281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104184: 1-Octadecene

43 57

83

97

5

5000 LA L L L L L LB L L B
29 14.60 14.80 15.00 15.20
125 m/z 57.10 86.92%
0 139154168182196210224 252
A amEE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
A mma s
45 238 14.60 14.80 15.00 15.20
5000 117 m/z 69.10 75.14%
158
a8 194
136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)- R e EEaE L
55 14.60 14.80 15.00 15.20

m/z 55.10 65.00%
69

5000

SN

[o0]

w
?
'

111
252

1l 125139 154168182196 224
S R —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.66 4.13 ng 65380 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1231 (15.657 min): BF088918.D (-1228) (-) m/z 57.10 100.00%
57
85
5000
113 R AR BN BN SUR
141 183205 266 15.40 15.60 15.80 16.00
(o} m/z 71.10 83.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 R IR BN BN SUR
15.40 15.60 15.80 16.00
113 m/z 43.10 63.67%
0 \“ uh\ \‘M \H h‘ | 14\.1\169 197‘22‘5 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance
57
o ' 15.40 15.60 15.80 16.00
5000 m/z 85.10 62.67%
29 113
o 141 169 197 225 253 296 Av]\xﬂM/\/\NFJ\\/\Jf_N\\r/\ﬁ
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #175557: Tetracosane R BEERE BT L
57 15.40 15.60 15.80 16.00
m/z 99.10 27 .56%
5000 85
29
ol 113 141 169 197 205 253 281 309 338
m/z--> 55 160 1%0 260 250 360 350 460 ! 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 unknownl5.69 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.69 2.39 ng 37906 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 43
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 20
3 Acetaldehvde. 2-butenvlhvdrazone 112 C6H12N2 075268-07-4 18
4 Octacosanol 410 C28H580 000557-61-9 18
5 1-Hexacosanol 382 C26H540 000506-52-5 11
Abundance Scan 1234 (15.691 min): BF088918.D (-1233) (-) m/z 83.10 100.00%
i VJ\qu/WM\vaMHMNM
5000 4 n
138 162 102 2823 267 T e
15.40 15.60 15.80 16.00
Ot m/z 97.10 97 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol

?

55 83

5000

15.40 15.60 15.80 16.00
m/z 57.10 88.33%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43
69 IR LU S SURBLALE BUSUL
97 15.40 15.60 15.80 16.00
5000 m/z 55.10 83.21%
27 125

153168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6310: Acetaldehyde, 2-butenylhydrazone e e ERRES BE s
97 15.40 15.60 15.80 16.00
08 55 m/z 43.10 79.03%
5000 112
70
o MRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088918.D

Aca On 12 Jul 2016 00:16

Operator : UM/SJ

Sample : H3921-22

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 15 1,4-Eicosadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.54 ng 56022 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Eicosadiene 278 C20H38 1000131-16-3 70
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 49
3 Octadecanal 268 C18H360 000638-66-4 47
4 Cvclododecanol 184 C12H240 001724-39-6 38
5 Hexadecanal 240 C16H320 000629-80-1 38
Abundance Scan 1291 (16.343 min): BF088918.D (-1289) (-) m/z 57.10 100.00%

5000

16.00 16.20 16.40 16.60
m/z 82.10 82.32%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126191: 1,4-Eicosadiene

96

5000

16.00 16.20 16.40 16.60
m/z 43.10 70.00%

110
124
138152166180194208222236 250964

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
I
43 o7 16.00 16.20 16.40 16.60
5000 m/z 96.10 65.63%
110
29 124138
15 152166180194 211 236250 268

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

Abundance #117607: Octadecanal R R Bmman
16.00 16.20 16.40 16.60

m/z 83.10 61.27%

5000
29

124
138152166180194208222 250 g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 00 16 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
Data File : BF088918.D

Acq On 12 Jul 2016 00:16

Operator : UM/SJ

Sample - H3921-22

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]
2-Pentanone, 4-hy... 4.87 4.7 ng 91095 1 6.71 385385 20.0
unknown6 .48 6.48 76.4 ng 1471420 1 6.71 385385 20.0
Trifluoroacetic a... 13.70 4.9 ng 125830 5 13.84 510135 20.0
unknown14 .35 14.35 6.8 ng 172460 5 13.84 510135 20.0
1-Heneicosanol 14 .65 4.2 ng 66611 6 15.22 316711 20.0
Octadecanal 14.75 5.3 ng 83121 6 15.22 316711 20.0
1-Octadecene 14.96 12.6 ng 199443 6 15.22 316711 20.0
Hentriacontane 15.66 4.1 ng 65380 6 15.22 316711 20.0
unknown15.69 15.69 2.4 ng 37906 6 15.22 316711 20.0
1,4-Eicosadiene 16.34 3.5 ng 56022 6 15.22 316711 20.0
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