LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 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-BF122116.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 4.721 245 248 264 rVB 1581764 2389064 47 .54% 4_.517%
2 5.190 287 289 303 rBVY 3972853 4579350 91.12% 8.658%
3 6.264 380 383 385 rBVY 4418007 5025588 100.00% 9.502%
4 6.367 390 392 394 rBVY 5052348 4606008 91.65% 8.708%
5 6.596 410 412 414 rBV 1269510 1281109 25.49% 2.422%
6 6.744 423 425 428 rBY 3025024 3691903 73.46% 6.980%
7 7.167 459 462 464 rBV 3095045 3289000 65.45% 6.218%
8 7.213 464 466 468 rvVB 162560 159204 3.17% 0.301%
9 7.876 522 524 527 rBVY 1484156 1685292 33.53% 3.186%
10 8.962 616 619 621 rBY 4963998 4832892 96.17% 9.137%

11 9.362 651 654 656 rBV 1239919 1077947 21.45% 2.038%
12 9.568 669 672 675 rBv2 66796 104851 2.09% 0.198%
13 9.625 675 677 680 rvB 1850780 1905124 37.91% 3.602%
14 10.082 707 717 718 rBV 90685 136977 2.73% 0.259%
15 10.299 733 736 739 rBV 40130 75770 1.51% 0.143%

16 10.413 744 746 749 rBV2 2241157 3086915 61.42% 5.836%
17 10.550 755 758 762 rBV 172128 214860 4.28% 0.406%
18 10.996 795 797 798 rBv2 108702 103145 2.05% 0.195%
19 11.111 804 807 809 rBV 1400812 1734431 34.51% 3.279%

20 11.351 825 828 832 rBV3 27172 53997 1.07% 0.102%
21 11.613 845 851 853 rBv2 29920 77163 1.54% 0.146%
22 11.659 853 855 859 rvv2 504979 529513 10.54% 1.001%
23 11.762 861 864 866 rvVB 61466 68197 1.36% 0.129%
24 12.311 910 912 914 rBV 86388 80591 1.60% 0.152%

25 12.356 914 916 922 rVvV 76713 152891 3.04% 0.289%

26 12.436 922 923 929 rVvv2 125206 183031 3.64% 0.346%
27 12.539 929 932 934 rVB2 87275 110900 2.21% 0.210%
28 12.688 943 945 948 rVB 3631373 4272303 85.01% 8.077%
29 12.939 963 967 969 rBvV2 38037 70975 1.41% 0.134%
30 13.602 1022 1025 1034 rBV 329170 542525 10.80% 1.026%

31 13.728 1034 1036 1039 rVV 1253791 1499371 29.83% 2.835%
32 13.831 1041 1045 1051 rVB3 21507 68300 1.36% 0.129%
33 13.922 1051 1053 1056 rBV2 41658 73999 1.47% 0.140%
34 14.231 1078 1080 1086 rVB 122153 224095 4._46% 0.424%

8270-BF122116.M Fri Jan 13 14:10:11 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 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-BF122116.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.322 1086 1088 1092 rBV2 27166 60104 1.20% 0.114%
36 14.425 1093 1097 1098 rBV 29361 56562 1.13% 0.107%
37 14.459 1098 1100 1101 rVB 55607 62012 1.23% 0.117%
38 14.517 1101 1105 1109 rBV 40698 84701 1.69% 0.160%
39 14.585 1109 1111 1112 rBV 48731 53405 1.06% 0.101%

40 14.642 1114 1116 1118 rVB 169418 163513 3.25% 0.309%

41 14.722 1121 1123 1127 rVB 34881 65696 1.31% 0.124%
42 14.814 1128 1131 1132 rBVY 118822 157434 3.13% 0.298%
43 14.837 1132 1133 1138 rVB2 100771 153806 3.06% 0.291%
44 15.020 1144 1149 1153 rBV3 65612 141069 2.81% 0.267%
45 15.088 1153 1155 1158 rVV 1072609 1296338 25.79% 2.451%

46 15.134 1158 1159 1163 rVB 50460 52466 1.04% 0.099%
47 15.305 1171 1174 1177 rBV 60412 87507 1.74% 0.165%
48 15.500 1188 1191 1193 rBVY 176522 254677 5.07% 0.481%
49 15.557 1193 1196 1198 rVVv2 36131 73870 1.47% 0.140%
50 15.842 1218 1221 1225 rBV5 28602 56685 1.13% 0.107%
51 15.911 1225 1227 1235 rVB2 36476 79671 1.59% 0.151%

52 16.162 1245 1249 1253 rBV 92043 182449 3.63% 0.345%
53 16.345 1261 1265 1268 rBV2 50483 128495 2.56% 0.243%
54 16.403 1268 1270 1272 rVV 77278 153717 3.06% 0.291%
55 16.448 1272 1274 1280 rVV6 83591 320764 6.38% 0.606%

56 16.551 1280 1283 1284 rVV 110614 224499 4._47% 0.424%
57 16.585 1284 1286 1292 rVB 167010 340553 6.78% 0.644%
58 16.814 1302 1306 1313 rBV4 101454 289706 5.76% 0.548%
59 17.328 1348 1351 1359 rVB2 73120 203711 4._05% 0.385%
60 17.648 1375 1379 1384 rBV3 58331 161881 3.22% 0.306%

Sum of corrected areas: 52892572
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092220.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.72 37.30 ng 2389060 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 248 (4.721 min): BF092220.D (-245) (-) m/z 43.00 100.00%
43.0
59.1
5000
e ko 4k 40 50 |
Obr et 780 830 e M/Z 59.10  58.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL
59.0 440 460 480 500
0
150 4, 1010 m/z 101.00 20.35%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 500
5000 m/z 58.00 14 .73%
41.0
29.0 101.0
ol 73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R RREE e AR R
59.0 4.40 4.60 4.80 5.00
m/z 41.10 8.95%
5000 41.0 /\
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.37 Concentration Rank 1

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

6.37 71.91 ng 4606010 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 392 (6.367 min): BF092220.D (-390) (-) m/z 132.00 100.00%
13%2.0
5000 68.1
6.00 6.20 640 6.60 6.80
(o} e m/z 68.10 45 _.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BN RS R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.33%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.00 6.20 640 6.60 6.80
5000 ggo 1160 m/z 66.00 28.30%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 N
Abundance #14069: Xenon LA L L L L B L B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.78%
5000
66.0
T e e o o IR o I SNEPE AR AR SR
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.55 2.48 ng 214860 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 758 (10.550 min): BF092220.D (-755) (-) m/z 57.10 100.00%

51.1

5000
113.1 10.20 10.40 10.60 10.80
140.0 169.1
o m/z 43.10 69.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane
57.0
5000 LA L L L L L LB L LN B
85.0 10.20 10.40 10.60 10.80
290 m/z 71.05 66.79%
”w.”q.”w.”w”.q”.w”.w”..”..”..”..”..”.w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
A AREE RS RS
10.20 10.40 10.60 10.80
5000 m/z 85.10 43.74%

85.0
29.0
113.0 141.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane e mEa o
57.0 10.20 10.40 10.60 10.80
m/z 41.05 31.20%
5000
85.0
29.0
ol L L) 1130 1410 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.66 6.11 ng 529513 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecane 156 C11H24 001120-21-4 11
Abundance Scan 855 (11.659 min): BF092220.D (-853) (-) m/z 73.00 100.00%
431 730
5000
129.1
97.1
157.1 1g5q 2132 256.2 11.40 11.60 11.80 12.00
I m/z 43.10 90.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
129.0 11.40 11.60 11.80 12.00
97.0 m/z 60.00 85.47%
‘ 157.0 185.0
o) I— | I‘l - i“" IMIHI I\l‘l‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
" 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 70.34%
970 199.0 242.0
157.0
O T e e e — 9"' TTTT T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid B o B B B B
73.0 11.40 11.60 11.80 12.00
m/z 41.10 62.90%
43.0
5000
129.0
‘ 710 2140
Ot 180-‘-‘--|---”-”‘ ”‘ h“ HM “ T 1'4-9-9--‘-- -‘--- T T T B L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Dodecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.44 2.44 ng 183031 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 Methvl 2.6-anhvdro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 27
3 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
4 Eicosane 282 C20H42 000112-95-8 11
5 Undecane 156 C11H24 001120-21-4 11
Abundance Scan 923 (12.436 min): BF092220.D (-922) (-) m/z 73.00 100.00%
43.1 73.0
. JA_/\M
' : , 12120 12.40 12.60 12.80
(o} : m/z 43.10 98.56%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #56047: Dodecanoic acid
73.0
43.0
5000 LI BN B BN B
129.0 200.0 nmnmnmnm
157.0 ' m/z 57.10 86.94%
‘ ‘ 101.0 ‘ ‘
dasol u M e el o
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance
57.0
12120 12.40 12.60 12.80
5000 m/z 60.00 78.74%
87.0
o 113.0 144.0 176.0
m/z--> 25 4b eb 85 160 150 1&0 160 1§0 200 250 250
Abundance #33929: N-Cyclooct-4-enylacetamide
43.0 82.0 12.20 12.40 12.60 12.80
m/z 55.00 66.33%
108.0 167.0
5000
o b 1]
OTTqTM”, J ﬂMM‘NHH WH iy M O N adiue N
m/z--> 20 40 60 100 120 140 160 180 200 220 240 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Hexadecanesulfonyl chloride Concentration Rank 4

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

13.60 7.24 ng 542525 Chrysene-di12 13.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 83
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81

Abundance Scan 1025 (13.602 min): BF092220.D (-1022) (-) m/z 57.05 100.00%

5000

5

13.20 13.40 13.60 13.80 14.00
m/z 43.10 80.34%

o 139.2 168.2  209.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride

-

13.20 13.40 13.60 13.80 14.00
m/z 83.05 63.66%

5000

139.0
167.0 196.0 2240 2710 3579

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R e e e R an
83.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 71.05 62.28%

111.0
139.0 168.0 196.0 2570 258.0

29.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #156888: Pentafluoropropionic acid, heptadecyl ester RN I e e e

57.0 13.20 13.40 13.60 13.80 14.00

0
83.0 m/z 55.10 61.15%

5000
. 2000 1 139.0 1680 210.02380 g3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Trifluoroacetic acid, n-oct... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.99 ng 224095 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 70
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 58
3 Nonadecane 268 C19H40 000629-92-5 58
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 58
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 53
Abundance Scan 1080 (14.231 min): BF092220.D (-1078) (-) m/z 57.05 100.00%
57.0
5000
' 14.00 14.20 14.40 14.60
Ot m/z 43.10 68.67%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
69.0
5000 L BN B L B
14.00 14.20 14. 40 14. 60
m/z 71.10 67 .50%
oh I 1250 1540 1830 2240 2520
m/z--> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
69.0 IR S SN B B
97.0 14.00 14.20 14.40 14.60
5000 m/z 85.10 52.37%
125.0
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane e AR RREES EEE e S
14.00 14.20 14.40 14.60
m/z 55.10 43.57%
85.0
5000
o 113.0 1410 169.0 197.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1450 1420 1440 1460

8270-BF122116.M Fri Jan 13 14:10:20 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.81 2.43 ng 157434 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 1131 (14.814 min): BF092220.D (-1128) (-) m/z 57.10 100.00%
57.1
85.1
5000
L] P51 s00 ssoimo ssso 1440 1460 150 1500 550
ol b b f T 20 2070 25el810 380 o7 71,05 74.69%
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57.0
85.0
5000 AR BRI RS BB B
mmmmmmmmmm
113, m/z 85.10 60.31%
0 %%kkw”Alﬂﬁmem%M%ﬂwo
m/z--> éo 100 1éo 260 2éo 300 350
Abundance
57.0
650 14.40 14.60 14.80 15.00 15.20
5000 ' m/z 43.10 56.64%
29.0 113.0
0 141.0169.0197.0225.0253.0 2960
m/z--> éo 160 150 260 250 300 350
Abundance #136482: Tetracosane R e e
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.10 19.63%
85.0
5000
0 3&0\ M | ‘w J 14101690197022502530281030903380
m/z--> 50 100 150 200 25'30 300 3&1,0 14. 40 14. 60 14. 80 15. 00 15 20

8270-BF122116.M Fri Jan 13 14:10:20 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Heptadecanol Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.84 2.37 ng 153806 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptadecanol 256 C17H360 001454-85-9 53
2 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 47
3 1-Hexadecanol 242 C16H340 036653-82-4 46
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 38
5 1-Tricosene 322 C23H46 018835-32-0 38

Abundance Scan 1133 (14.837 min): BF092220.D (-1132) (-) m/z 83.10 100.00%
83.1
55.1
5000 1111
153.0 192.1 3551 14.60 14.80 15.00 15.20
o A l.'l. o 22t 281l T m/z 97.10 89.80%
m/z--> 50 100 150 200 250 300 350
Abundance #92320: 1-Heptadecanol
55.0 g3
5000 LI I UL UL UL
111.0 14.60 14.80 15.00 15.20
m/z 55.10 73.65%
Laek 11 h ‘\‘ : “13% 01680 21002380
m/z--> 50 200 250 300 350
Abundance
55.0
97.0 14,60 14.80 15.00 15.20
5000 m/z 69.10 72.79%
167.0
27,0
O |'1??0'| e LY UL
m/z--> 50 100 150 200 250 300 350
Abundance #83793: 1-Hexadecanol R AN EEEa T S S
58.0 14.60 14.80 15.00 15.20
83.0 m/z 43.10 66 .39%
5000
111.0
L ZPL ‘ ‘\} | | 290168019602000
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF122116.M Fri Jan 13 14:10:22 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.50 3.93 ng 254677 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1191 (15.500 min): BF092220.D (-1188) (-) m/z 57.10 100.00%
51.1
85.0
2000 /U\‘/\JN/\’—/\\
113.1 '15.20 15.40 15.60 15.80
141 1169 1 : : : :
ok | ,| l Lo)RA9rA2251 2651 SS81 Tz 71.10  74.40%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
85.0
5000 R B B B B
15.20 15.40 15. 60 15.80
9.0 113.0 m/z 43.05 57 .65%
0 \‘. Al ‘\ “\ ‘hw h‘ H‘ ‘\1430\16‘90197022502530 296.0
m/z--> §o 100 1éo 260 2%0 360 3%0
Abundance
57.0
'15.20 15.40 15.60 15.80
5000 85.0 m/z 85.05 54 _.64Y%
29.0
0 113014101690 229939 0266.0  309.0
m/z--> §o 160 150 260 2%0 360 3%0
Abundance #83812: Tridecanol, 2-ethyl-2-methyl- e
57.0 15.20 15.40 15.60 15.80
m/z 55.05 20.60%
- T WM
‘ I i’ \\113 0141 0169.0 21\1 °
0:::‘:‘ \I\I . | —r——T S P —— ——T . R R N REREE man
m/z--> §o 100 150 200 250 300 3%0 1550 1540 1560 1580 !

8270-BF122116.M Fri Jan 13 14:10:22 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 10-Octadecenal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.16 2.81 ng 182449 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenal 266 C18H340 056554-92-8 90
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 86
3 Octadecanal 268 C18H360 000638-66-4 80
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
5 Hexadecanal 240 C16H320 000629-80-1 58

Abundance Scan 1249 (16.162 min): BF092220.D (-1245) (-) m/z 57.10 100.00%

5000

B

15.80 16.00 16.20 16.40
m/z 82.00 85.53%

04
m/z--> 50 100 150 200 250 300 350
Abundance #98125:; 10-Octadecenal

g
)

5000 g4 96.0 e e
: 15.80 16.00 16.20 16.40
m/z 43.10 75.69%
25.0 221.0 251.0
ol h‘, Wi fssoe20 Py CUC
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 820
A M
15.80 16.00 16.20 16.40
5000 m/z 96.00 63.97%
109.0
o 138.0166.0 208.0 250.0
e T At e
m/z--> 50 100 150 200 250 300 350
Abundance #99445: Octadecanal R R RREEEEa
43.0 15.80 16.00 16.20 16.40
m/z 71.10 58.51%
82.0
5000

2

10.0
Jso LY T omsonmomomo I

T I T I T
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF122116.M Fri Jan 13 14:10:23 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, decahydro-4a-m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.45 4.95 ng 320764 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 62
2 5_beta..7.beta.H.10.alpha.-Eudes... 222 C15H260 025826-85-1 58
3 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 55
4 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 53
5 Guaia-3,9-diene 204 C15H24 000489-83-8 50

Abundance Scan 1274 (16.448 min): BF092220.D (-1272) (-) m/z 204.20 100.00%

2

5000

A VAN
LI B B I I N

16.20 16.40 16.60 16.80
m/z 135.10 69.72%

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58867: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...

5.0 204.0

5000 R AR RRRES T
16.20 16.40 16.60 16.80
m/z 107.05 61.92%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0 204.0
R AR RRRES T
81.0 107.0 16.20 16.40 16.60 16.80
5000 : 161.0 m/z 109.05 61.01%
135.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58887: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4... R AR RRRES T

93.0 1350 16.20 16.40 16.60 16.80
m/z 121.10 59.24%
41.0
5000 1o 2040
69.0
0 Sk
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16.40 16.60 16.80

8270-BF122116.M Fri Jan 13 14:10:26 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 16 9-Phenyl-5H-benzocycloheptene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.55 3.46 ng 224499 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-PhenvIl-5H-benzocvcloheptene 218 C17H14 138089-71-1 52
2 9.11-Dimethviltetracvclol7.3.1.0(... 218 C16H26 053263-99-3 43
3 1.2.3.4-Tetrahvdro-1-phenvl-1.2.._.. 218 C17H14 138089-69-7 43
4 Pvrrolol2.3-blindole. 1.2.3.3a.8... 218 C13H18N20 046479-70-3 43
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 43

Abundance Scan 1283 (16.551 min): BF092220.D (-1280) (-) m/z 218.15 100.00%
218.2
5000

95.0

e P e

257.2 2842 16.20 16.40 16.60 16.80

119.0 147.0

(o} m/z 203.15 63.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68278: 9-Phenyl-5H-benzocycloheptene
218.0
5000

16.20 16.40 16.60 16.80
m/z 59.00 40.93%

108.0

141.0 165.0 189.0

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

203.0
16.20 16.40 16.60 16.80
5000 m/z 58.00 27.39%
41.0 93.0
67.0 119.0 147.0 175.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68289: 1,2,3,4-Tetrahydro-1-phenyl-1,2,3-methanonaphthalene

16.20 16.40 16.60 16.80
m/z 189.05  25.40%

5000
108.0

. 189.0
141.0 165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BF122116.M Fri Jan 13 14:10:31 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Germanicol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.59 5.25 ng 340553 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germanicol 426 C30H500 000465-02-1 53
2 Benzenepropanal. 3-(1.1-dimethvl... 204 C14H200 062518-65-4 41
3 Benzene. 1.3.5-tris(l-methvlethvl)- 204 C15H24 000717-74-8 35
4 1H-Cyclopropalalnaphthalene. la.... 204 C15H24 000489-29-2 35
5 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 1000147-32-8 35
Abundance Scan 1286 (16.585 min): BF092220.D (-1284) (-) m/z 189.10 100.00%
5000
231.2
l 282 0 425.4 16.20 16.40 16.60 16.80 17.00
o! R m/z 177.15  74.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161258: Germanicol
204.0
131.0
5000 R AR R R B
95.0 16. 20 16. 40 16. 60 16. 80 17. oo
m/z 204.10 61.11%
55.0 393.0
m/z--> 50 100 1éo 200 2%0 360 3%0 460
Abundance
189.0
16.20 16.40 16.60 16.80 17.00
0
5000 1310 m/z 95.10 48.74%
570 910
S L U L WL UL WL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #58708: Benzene, 1,3,5-tris(1-methylethyl)- R e e e S
189.0 16.20 16.40 16.60 16.80 17.00
m/z 109.10 33.15%
5000
43.0
91.0
133.0
o R R A v P e
m/z--> 50 100 150 200 250 300 350 400 16. 20 16. 40 16. 60 16. 80 17. oo

8270-BF122116.M Fri Jan 13 14:10:31 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4,6,6-Trimethyl-2-(3-methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.81 4_47 ng 289706 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 64
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 50
3 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 41
4 Humulen-(v1) 204 C15H24 1000159-39-4 35
5 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 35
Abundance Scan 1306 (16.814 min): BF092220.D (-1302) (-) m/z 218.20 100.00%
43.1 21B.2
95.1
161.1
5000
: 2552 303.3 A S - .... o afm
H‘J | | 38|1'441‘|‘-3 16.40 16.60 16.80 17.00 17.20
ol 1 W m/z 43.10 82.63%

m/z--> 50 100 150 200 250 300 350 400
Abundance #68224: 4,6,6-Trimethyl-2-(3-methylbuta-1,3-dienyl)-3-oxat...
41.0 107.0

5000

218.0 16. 40 16. 60 16. 80 17. 00 17. 20

161.0
m/z 95.10 77.10%

m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0

41.0 910 1330 16.40 16.60 16,80 17.00 17.20
5000 175.0 m/z 107.10 74.19%
O L T S L = R f\/\/ALAW/\w«wwﬂvhw
m/z--> 50 100 150 200 250 300 350 400
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... T
41.0 95.0 16. 40 16. 60 16. 80 17. 00 17. 20

m/z 55.00 66.47%
5000
34.0 218.0
l ‘ 175.0 \

i

m/z--> 50 100 150 200 250 300 350 400 16. 40 16. 60 16. 80 17. OO 17. 20

8270-BF122116.M Fri Jan 13 14:10:32 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 19 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.33 3.14 ng 203711 Perylene-d12 15.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 81
2 Hexadecanal 240 C16H320 000629-80-1 49
3 7-Oxabicvclol4.1.0lheptane. 1.5-... 126 C8H140 162239-52-3 42
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 38
5 E-11-Tetradecen-1-ol propionate 268 C17H3202 1000130-77-2 38

Abundance Scan 1351 (17.328 min): BF092220.D (-1348) (-) m/z 57.00 100.00%

:

5000

17.00 17.20 17.40 17.60
m/z 82.05 72.16%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
.0

%

5000 LA L L L L L L L L
17.00 17.20 17.40 17.60
20.0 m/z 43.10 71.38%
: 138.0
0 166.0 211.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
R R ERmEsmmEay
17.00 17.20 17.40 17.60
5000 m/z 96.05 63.90%
110.0

137.0 166.0 196.0 222.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11124: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl- A B
43.0 17.00 17.20 17.40 17.60
71.0 m/z 83.10 62.96%

5000

%

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60

8270-BF122116.M Fri Jan 13 14:10:33 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092220.D

Aca On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample : 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 Androst-4-en-3-one, 17-hydr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.65 2.50 ng 161881 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 55
4-(Bromomethvl)-1-azabicvclol2.2... 203 C8H14BrN 026458-73-1 35
3 Atropine 289 C17H23NO3 000051-55-8 30
4 Tetracosane 338 C24H50 000646-31-1 25
5 Octacosane 394 C28H58 000630-02-4 25
Abundance Scan 1379 (17.648 min): BF092220.D (-1375) (-) m/z 57.10 100.00%
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Abundance #111064: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092220.D

Acq On : 12 Jan 2017 21:08

Operator : UM/SJ

Sample - 11030-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.72 37.3 ng 2389060 1 6.60 1281110 20.0
unknown6 .37 6.37 71.9 ng 4606010 1 6.60 1281110 20.0
Pentadecane 10.55 2.5 ng 214860 4 11.11 1734430 20.0
n-Hexadecanoic acid 11.66 6.1 ng 529513 4 11.11 1734430 20.0
Dodecanoic acid 12.44 2.4 ng 183031 5 13.73 1499370 20.0
1-Hexadecanesulfo... 13.60 7.2 ng 542525 5 13.73 1499370 20.0
Trifluoroacetic a... 14.23 3.0 ng 224095 5 13.73 1499370 20.0
Eicosane 14.81 2.4 ng 157434 6 15.09 1296340 20.0
1-Heptadecanol 14.84 2.4 ng 153806 6 15.09 1296340 20.0
Heneicosane 15.50 3.9 ng 254677 6 15.09 1296340 20.0
10-Octadecenal 16.16 2.8 ng 182449 6 15.09 1296340 20.0
Naphthalene, deca... 16.45 5.0 ng 320764 6 15.09 1296340 20.0
9-Phenyl-5H-benzo... 16.55 3.5 ng 224499 6 15.09 1296340 20.0
Germanicol 16.59 5.3 ng 340553 6 15.09 1296340 20.0
4,6,6-Trimethyl-2_.. 16.81 4.5 ng 289706 6 15.09 1296340 20.0
Oxirane, hexadecyl- 17.33 3.1 ng 203711 6 15.09 1296340 20.0
Androst-4-en-3-on... 17.65 2.5 ng 161881 6 15.09 1296340 20.0
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