LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 1.678 6 8 13 rvv 70530 93110 5.45% 0.536%
2 1.747 13 14 17 rvv 15620 24219 1.42% 0.139%
3 1.792 17 18 27 rVW 485555 952393 55.79% 5.483%
4 1.918 27 29 58 rvB2 33737 157204 9.21% 0.905%
5 4.878 285 288 293 rBV 58537 96683 5.66% 0.557%
6 5.313 323 326 328 rBVY 1385643 1707141 100.00% 9.829%
7 6.353 414 417 420 rBY 1206662 1628093 95.37% 9.374%
8 6.479 426 428 431 rBVY 1592534 1558828 91.31% 8.975%
9 6.707 446 448 450 rBB 357675 375698 22.01% 2.163%
10 6.867 459 462 465 rBV 1439706 1258608 73.73% 7.246%

11 7.279 495 498 500 rBV 1134426 1087428 63.70% 6.261%
12 7.999 558 561 563 rBvV 543479 506810 29.69% 2.918%
13 9.073 652 655 657 rBV 1933297 1697280 99.42% 9.772%
14 9.473 687 690 692 rBvV 125636 172422 10.10% 0.993%
15 9.748 711 714 716 rBV 461497 470052 27.53% 2.706%

16 10.193 751 753 754 rVB 22592 22724 1.33% 0.131%
17 10.525 780 782 785 rBV 825266 870519 50.99% 5.012%
18 10.662 791 794 799 rVB 31510 37175 2.18% 0.214%
19 11.108 831 833 834 rBvV 24011 21241 1.24% 0.122%
20 11.222 841 843 844 rBV 412658 407205 23.85% 2.344%
21 11.245 844 845 846 rVB 48906 33550 1.97% 0.193%
22 11.462 861 864 868 rvB 17984 23904 1.40% 0.138%
23 11.828 894 896 901 rvB2 14489 18724 1.10% 0.108%

24 12.422 946 948 950 rBV 135273 110688 6.48% 0.637%
25 12.651 965 968 969 rBV 106413 120962 7.09% 0.696%

26 12.685 969 971 977 rVvV 161294 213275 12.49% 1.228%
27 12.799 979 981 984 rVvV 1041325 1236958 72.46% 7.122%

28 12.845 984 985 991 rVB3 10725 20355 1.19% 0.117%
29 12.982 993 997 998 rBV 13013 19755 1.16% 0.114%
30 13.051 998 1003 1004 rBV2 9591 20664 1.21% 0.119%
31 13.165 1010 1013 1015 rBV3 22007 25103 1.47% 0.145%

32 13.702 1057 1060 1064 rBVZ2 85981 143369 8.40% 0.825%
33 13.839 1069 1072 1077 rVV2 482906 569733 33.37% 3.280%
34 14.034 1087 1089 1094 rBvV4 14518 31918 1.87% 0.184%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.354 1113 1117 1122 rBV2 70379 145252 8.51% 0.836%

36 14.491 1127 1129 1131 rVB 232508 242995 14.23% 1.399%
37 14.651 1139 1143 1145 rBV2 32945 46794 2.74% 0.269%
38 14.754 1150 1152 1154 rVB 55000 51078 2.99% 0.294%
39 14.834 1157 1159 1164 rBV 69602 124604 7.30% 0.717%
40 14.948 1166 1169 1172 rBVZ2 89707 178041 10.43% 1.025%

41 15.097 1180 1182 1185 rVB 32723 48887 2.86% 0.281%
42 15.154 1185 1187 1190 rBV 44074 53499 3.13% 0.308%
43 15.211 1190 1192 1195 rBV 251425 327312 19.17% 1.884%
44 15.440 1210 1212 1216 rVB 20762 27959 1.64% 0.161%
45 15.645 1228 1230 1232 rBV 37870 60659 3.55% 0.349%
46 15.691 1232 1234 1238 rVB4 26755 48127 2.82% 0.277%
47 16.343 1288 1291 1295 rVB3 21472 46772 2.74% 0.269%
48 16.491 1302 1304 1307 rBvV2 18619 37270 2.18% 0.215%
49 16.605 1312 1314 1317 rvv2 14763 28883 1.69% 0.166%
50 16.697 1317 1322 1325 rVV7 12287 47325 2.77% 0.272%
51 16.788 1326 1330 1335 rVB6 15696 54341 3.18% 0.313%
52 16.880 1335 1338 1343 rVB 14165 34648 2.03% 0.199%
53 17.017 1347 1350 1353 rBvV4 14311 30783 1.80% 0.177%
Sum of corrected areas: 17369020
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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: BF088915.D
6.48
1500000 531 6.87
6.35) 728
1000000
500000 179
6.71
4.88
0 A o anns m  aia
Time--> 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088915.D
9lo7
1500000
12.80
1000000
10.52
8.00
500000 9.75 11.22
9.47 12,429
. i 1019  ||10.66  11.3%2%146 1183 A 8238817
——_—t———_ P 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: BF088915.D
1500000
1000000
500000{ 13:84
14.49 1521
9
1370\ 1,03 1439 1478 BEd5 15 445569 16.346 LSIGIBABAT.02
O e A I e e e B e e Tl B e e i B e B B I A B
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 : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 3 unknownl.92 Concentration Rank 5

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

1.92 8.37 ng 157204 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furanmethanol. tetrahvdro- 102 C5H1002 000097-99-4 9
2 (2.3-Dimethvloxiranvl)methanol 102 C5H1002 1000306-71-8 9
3 1.6-Heptadien-4-ol 112 C7H120 002883-45-6 9
4 Furan. tetrahvdro-2-(methoxvmeth... 116 C6H1202 019354-27-9 9
5 Pantolactone 130 C6H1003 000599-04-2 9

Abundance Scan 29 (1.918 min): BF088915.D (-27) (-) m/z 71.10 100.00%
7
43
5000
v I L AL L
| | 83 1.80 200 2.20
O b el L Tm/Zz 43.10 0 62.21%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4315: 2-Furanmethanol, tetrahydro-
43 "
5000
21 180 200 220
. m/z 75.10 53.36%
b2 T m‘ 7750 Y63 | 798 100
miz--> ) 10 20 30 40 50 60 70 8 90 100
Abundance
43 58
29 ! 180 200 220
5000 m/z 45.10 45 .91%
51
G R I RN IS R IS LS IS RN SRS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6489: 1,6-Heptadien-4-ol —
71 1.80 200 2.20
m/z 73.10 44 _20%
5000
27
‘\‘\ 3?‘ | \5‘3\ 65 ‘ | \7\9 94
G R UL RN IS AL IR LA IS AR SRS U L AL L
m/z--> 10 20 40 50 70 80 90 100 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 6

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

4.88 5.15 ng 96683 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 16
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 288 (4.878 min): BF088915.D (-285) (-) m/z 43.10 100.00%
43
59
5000
101
83 460 4.80 5.00 5.20
0 49l - - m/z 59.10 65.87%
LU SR SR UL UL FULRLEL IR S S LI B - - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR UL L LN R
59 460 480 500 520
m/z 101.10 27 .37%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.10 17.23%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- LI L L L L N
59 460 4.80 5.00 5.20
m/z 41.10 9.84%
41
5000
86
0 ‘ 51‘\\\ ! ?\9 ‘ 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 1

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

6.48 82.98 ng 1558830 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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 428 (6.479 min): BF088915.D (-426) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 ° 620 640 6.60 6.80
54 g2 104 . . . .
Ol 1 ,.-:.'.|,....,..??,..I.,.'!..,.1.1.5.,...., | N m/z 68.10 46.01%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS LRSS SRR
6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.49%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 30.14%
63 81
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e ./.\, R ARamas
132 6.20 6.40 6.60 6.80
m/z 69.10 19.45%
5000
33 44 g7 105
51 60 70 78 o “ 115
O S S o o T i R E b e
m/z--> 30 40 50 6|0 70 8IO 90 100 110 120 130 140 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 : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 5.10 ng 145252 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 38
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 15
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 11
4 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 11
5 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 11
Abundance Scan 1117 (14.354 min): BF088915.D (-1113) (-) m/z 97.10 100.00%
1l ‘,M,A‘/\//\L
43
5000
125 e
4 1?5213239 081 14.00 14.20 14.40 14.60
0 .'..,.“.'.'i.‘-,.-..,.'..ll‘,...'.,....,....,....,...., m/z 83.10  89.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #6392: 2(5H)-Furanone, 5,5-dimethyl-
43 69 97
5000 DN IR B B I
14.00 14.20 14.40 14.60
m/z 69.10 79.51%
0'N@NM"\"”l'"w""w"'l”"l'”'l"”|"'w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
o7 14.00 14.20 14.40 14.60
5000 m/z 57.10 68.77%
125
o 29 153181208 250 278306 334 364 392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #222139: Nonadecy! pentafluoropropionate N B I
57 o 14.00 14.20 14.40 14.60
m/z 111.05 64 .46%
5000
125
L \134?3182210238266 311 412
m/z--> 50 100 150 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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-Heptacosanol Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
1465 2.86ng 46794  Pperylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Heptacosanol 306 C27H560 002004-39-9 72

2 1.2-Dodecanediol 202 C12H2602 001119-87-5 58
3 2-Thiopheneacetic acid. oct-3-en... 252 C14H2002S 1000299-38-6 46
4 Cvclohexanecarboxvlic acid. 4-pe... 338 C22H4202 1000280-60-1 25
5 Cyclohexanecarboxylic acid, 3-pe... 338 C22H4202 1000280-60-0 22
Abundance Scan 1143 (14.651 min): BF088915.D (-1139) (-) m/z 97.10 100.00%
97
69
43
5000
125
1 | 161 15|‘5 22 251 14.40 14.60 14.80 15.00
o Nl Lgof | 281 | m/z 83.10 94.12%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 LI BRI B L UL
125 14.40 14.60 14.80 15.00
m/z 69.10 77 .53%
L 2L L s 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
69 97
43 " 14.40 14.60 14.80 15.00
5000 m/z 111.10 69.93%
171
oL15 117138
m/z--> 50 100 150 200 250 300 350
Abundance #103739: 2-Thiopheneacetic acid, oct-3-en-2-yl ester L B e
97 14.40 14.60 14.80 15.00
69 m/z 57.10 66.12%
5000
41 142
o O I < e N
m/z--> 50 100 150 200 250 300 350 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 : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 12
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.12 ng 51078 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 Heptadecanal 254 C17H340 1000376-70-0 87

Abundance Scan 1152 (14.754 min): BF088915.D (-1150) (-) m/z 57.10 100.00%

2

5000
110

14.40 14.60 14.80 15.00
m/z 43.10 93.72%

124
138152 224

ol 165179 208 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117605: Octadecanal

5000

14.40 14 60 14. 80 15. 00
)
110124138 rpy 250 m/z 82.05 91.77%
152166 180194 208 <4< 235

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 82
9% T
14.40 14.60 14.80 15.00
5000{ g m/z 55.10 64.78%
110 4
137 ]_52166180 196 222
(o SNRIURTL L (NN N NN P o Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117617: Oxirane, hexadecyl- R e R B
2 14.40 14.60 14.80 15.00
96 m/z 96.10 64 .34%
5000

124,40
152166180194 208222 236250 268
I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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-Heneicosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.95 10.88 ng 178041 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 Octacosanol 410 C28H580 000557-61-9 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 n-Tetracosanol- 354 C24H500 000506-51-4 93

Abundance Scan 1169 (14.948 min): BF088915.D (-1166) (-) m/z 97.10 100.00%
g7 7
5000
125 s R
153 75 203 253 501 14.60 14.80 15.00 15.20
0 P T B . S — m/z 57.10 99.68%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 LA LI L L L L B LB B B
14.60 14.80 15.00 15.20
m/z 83.10 96.93%
oL \‘ H ‘H‘ \ 119 167 19 238 266 204
——t AAan T
m/z--> 50 250 300 350
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
14.60 14.80 15.00 15.20
5000 11 m/z 55.10 88.89%
29
o 140 182 210 255 306
R s e S e B e
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol R e o IR
57 14.60 14.80 15.00 15.20
97 m/z 69.10 88.59%
5000
125
29
ol Ll b i i ;153 181 209 236 264 292 322 364 392
L B L e s Ea e
m/z--> 50 100 150 200 250 300 350 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 : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.65 3.71 ng 60659 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Pentacosane 352 C25H52 000629-99-2 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 1230 (15.645 min): BF088915.D (-1228) (-) m/z 57.10 100.00%
57
i MLJ\M
5000
l 141 160 203 267 ' 15.40 15.60 15.80 16.00
o | T S i T m/z 71.10 70.74%
m/z--> 50 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LR B UL SRS B
85 mmmmmmmm
29 m/z 43.10 58.94Y%
o an i J 113 141 169 197 225 253 282
m/z--> 55 100 1éo 260 2éo 300 3éo '
Abundance
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 52.25%
113
L2 141 169189211 239 267 205 323 352 wfﬁk\NJ\AAAj\NA\A\MJNJ/\
m/z--> 55 160 150 200 250 360 3éo '
Abundance #209565: Octacosane R A BaA T B s
57 15.40 15.60 15.80 16.00
m/z 55.10 27 .53%
29 113 141
0 LI, ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1éo 260 250 360 3éo ' 15%0 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 Cyclopentane, 1,1,3-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.69 2.94 ng 48127 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 64
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 53
3 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 46
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 35
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 30
Abundance Scan 1234 (15.691 min): BF088915.D (-1232) (-) m/z 97.10 100.00%

M

5000

15.40 15.60 15.80 16.00

(0} m/z 83.10 99.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
55
41
69
83 97
5000 LA L L L L L L L
27 15.40 15.60 15.80 16.00
m/z 55.10 79.28%
o 1 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 69 83 97
R R IEEEE e s
15.40 15.60 15.80 16.00
5000 41 171 m/z 69.10 78.31%
111
il W
0 125 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl- e e ERRES BE s
55 69 97 15.40 15.60 15.80 16.00
1 m/z 57.10 67.59%
5000 11
2 126
83
(0} R R IEEEE e s
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\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 15 unknownl6.34 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.86 ng 46772 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 43
2 Pentacene 278 C22H14 000135-48-8 38
3 Benzolbltriphenvlene 278 C22H14 000215-58-7 27
4 Hexadecanal 240 C16H320 000629-80-1 25
5 Pentadecanal- 226 C15H300 002765-11-9 25
Abundance Scan 1291 (16.343 min): BF088915.D (-1288) (-) m/z 278.10 100.00%

43 57 82 2

s

5000 110124138
16.00 16.20 16.40 16.60
o 161105 o1 209 m/z 43.10 88.63%
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
41 55
82 g5
5000 AR DA AARERE
16.00 1620 16.40 16.60
m/z 57.10 87.23%
1521661801942082222362°0263

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 *vqpm/\afuM/\Avw/Nﬁ\ﬁv“x
Abundance
278
T
16.00 16.20 16.40 16.60
5000 m/z 82.10 84.06%
139
o 51 74 92 111125 163 200 224 250263
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126219: Benzo[b]triphenylene R R AR
278 16.00 16.20 16.40 16.60
m/z 68.10 72 .55%
5000
139
o 57 73 g71111% M 153166 187 207 224 250263 |
e N S eC LN
miz-> 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 17 unknownl16.70 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.70 2.89 ng 47325 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Dibenzolc.flIll1l.21diazepin-11... 278 C13H8CI2N20 023469-53-6 25
2 I5.5"-Bipvrimidinel-2.2".4.4"(1H... 278 C12H14N404 007033-42-3 10
3 1.3-Diamino-7.9-dichlorobenzolfl... 278 C12H8CI2N4 037521-58-7 10
4 10H-Phenoxaphosphine. 8-fluoro-1... 278 C14H12FO03P 037041-13-7 10
5 [1,2,4]0xadiazole-5-carboxylic a... 278 C13H14N205 1000316-89-9 9

Abundance Scan 1322 (16.697 min): BF088915.D (-1317) (-) m/z 278.10 100.00%

8

5000

|

16.40 16.60 16.80 17.00
m/z 83.10 78.47%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125556: 11H-Dibenzolc,f][1,2]diazepin-11-one, 3,8-dichlor...

16.I40 16!60 16.I80 17.IOO
m/z 221.10  71.39%

5000

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
278
42 193 16.40 16.60 16.80 17.00
5000 m/z 279.20 62.04%
6 221
120
. 96 139 164
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125436: 1,3-Diamino-7,9-dichlorobenzo[f]lquinazoline
278 16.40 16.60 16.80 17.00

m/z 282.10 58.07%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.40 16.60 16.80 17.00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088915.D

Aca On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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 18 unknownl16.79 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.79 3.32 ng 54341 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 38
2 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 11
3 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 1000150-99-3 11
4 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 10
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H1l4 091884-67-2 10
Abundance Scan 1330 (16.788 min): BF088915.D (-1326) (-) m/z 95.10 100.00%
9%
109
81
5000 67
41
I | 16.40 16.60 16.80 17.00 17.20
Obrrr e e R m/z 109.10 69.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...

95
123

16.40 16.60 16.80 17.00 17.20
m/z 81.10 56.29%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
110 16.40 16.60 16,80 17.00 17.20
5000 a9 m/z 177.00 51.31%
27
81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6038: Cyclopentane, 1,2-dimethyl-3-methylene-, trans-
95 16.40 16.60 16.80 17.00 17.20
m/z 218.20 51.18%
41
67
5000{ 57 81
110
O.HPH \..““.”“.”“.”..”..“..”..”..”..”“.”“. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
Data File : BF088915.D

Acq On 11 Jul 2016 22:49

Operator : UM/SJ

Sample : H3921-11

Misc :

ALS Vial : 19 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]
unknownl.92 1.92 8.4 ng 157204 1 6.71 375698 20.0
2-Pentanone, 4-hy... 4.88 5.2 ng 96683 1 6.71 375698 20.0
unknown6 .48 6.48 83.0 ng 1558830 1 6.71 375698 20.0
unknown14 .35 14.35 5.1 ng 145252 5 13.84 569733 20.0
1-Heptacosanol 14 .65 2.9 ng 46794 6 15.21 327312 20.0
Octadecanal 14.75 3.1 ng 51078 6 15.21 327312 20.0
1-Heneicosanol 14.95 10.9 ng 178041 6 15.21 327312 20.0
Eicosane 15.65 3.7 ng 60659 6 15.21 327312 20.0
Cyclopentane, 1,1... 15.69 2.9 ng 48127 6 15.21 327312 20.0
unknownl16 .34 16.34 2.9 ng 46772 6 15.21 327312 20.0
unknownl16.70 16.70 2.9 ng 47325 6 15.21 327312 20.0
unknownl16.79 16.79 3.3 ng 54341 6 15.21 327312 20.0
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